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Foreword 


The  National  Standard  Reference  Data  System  provides  access  to  the  quantitative  data  of  phys- 
ical science,  critically  evaluated  and  compiled  for  convenience  and  readily  accessible  through  a 
variety  of  distribution  channels.  The  System  was  established  in  1963  by  action  of  the  President’s 
Office  of  Science  and  Technology  and  the  Federal  Council  for  Science  and  Technology,  and 
responsibility  to  administer  it  was  assigned  to  the  National  Bureau  of  Standards. 

NSRDS  receives  advice  and  planning  assistance  from  a Review  Committee  of  the  National 
Research  Council  of  the  National  Academy  of  Sciences-National  Academy  of  Engineering.  A num- 
ber of  Advisory  Panels,  each  concerned  with  a single  technical  area,  meet  regularly  to  examine 
major  portions  of  the  program,  assign  relative  priorities,  and  identify  specific  key  problems  in 
need  of  further  attention.  For  selected  specific  topics,  the  Advisory  Panels  sponsor  subpanels 
which  make  detailed  studies  of  users’  needs,  the  present  state  of  knowledge,  and  existing  data  re- 
sources as  a basis  for  recommending  one  or  more  data  compilation  activities.  This  assembly  of 
advisory  services  contributes  greatly  to  the  guidance  of  NSRDS  activities. 

The  System  now  includes  a complex  of  data  centers  and  other  activities  in  academic  insti- 
tutions and  other  laboratories.  Components  of  the  NSRDS  produce  compilations  of  critically 
evaluated  <5ata,  reviews  of  the  state  of  quantitative  knowledge  in  specialized  areas,  and  computa- 
tions of  useful  functions  derived  from  standard  reference  data.  The  centers  and  projects  also 
establish  criteria  for  evaluation  and  compilation  of  data  and  recommend  improvements  in  ex- 
perimental techniques.  They  are  normally  associated  with  research  in  the  relevant  field. 

The  technical  scope  of  NSRDS  is  indicated  by  the  categories  of  projects  active  or  being 
planned : nuclear  properties,  atomic  and  molecular  properties,  solid  state  properties,  thermody- 
namic and  transport  properties,  chemical  kinetics,  and  colloid  and  surface  properties. 

Reliable  data  on  the  properties  of  matter  and  materials  are  a major  foundation  of  scientific 
and  technical  progress.  Such  important  activities  as  basic  scientific  research,  industrial  quality  con- 
trol, development  of  new  materials  for  building  and  other  technologies,  measuring  and  correcting 
environmental  pollution  depend  on  quality  reference  data.  In  NSRDS,  the  Bureau’s  responsibility 
to  support  American  science,  industry,  and  commerce  is  vitally  fulfilled. 

Ernest  Ambler,  Director 
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Preface 


In  carrying  out  its  mandate  to  provide  reliable  reference  data  needed  by  the  U.S.  technical  community,  the 
Office  of  Standard  Reference  Data  works  closely  with  other  Agencies  of  the  Federal  Government  which  are 
concerned  with  data  bases  in  support  of  their  mission  responsibilities.  The  present  publication  is  an  example  of  this 
collaboration.  The  collection  of  mass  spectral  data  contained  herein  represents  a major  effort  of  the  Environmental 
Protection  Agency  and  the  National  Institutes  of  Health.  The  National  Bureau  of  Standards  is  participating  in  this 
effort  by  helping  to  assure  adequate  quality  control  of  the  data  and  by  providing  suitable  dissemination  mechanisms. 

This  is  a continuing  program;  both  an  expansion  of  the  size  of  the  mass  spectral  data  base  and  an  enhancement 
of  the  quality  of  the  data  are  planned.  Contributions  of  new  or  improved  spectra,  as  well  as  general  comments  on  the 
format  and  utility  of  the  data,  are  strongly  encouraged. 


David  R.  Lide,  Jr.,  Chief 
Office  of  Standard  Reference  Data 
National  Bureau  of  Standards 
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EPA/NIH  Mass  Spectral  Data  Base 

S.  R.  Heller 

Environmental  Protection  Agency,  Washington,  D.C.  20460 

and 

G.  W.  A.  Milne 

National  Institutes  of  Health,  Belhesda,  Maryland  20014 


This  publication  presents  a collection  of  25,556  verified  mass  spectra  of  individual  substances 
compiled  from  the  EPA/NIH  mass  spectral  file.  The  spectra  are  given  in  bar  graph  format  over  the  full  mass 
range.  Each  spectrum  is  accompanied  by  a Chemical  Abstracts  Index  substance  name,  molecular  formula, 
molecular  weight,  structural  formula,  and  Chemical  Abstracts  Service  Registry  Number. 

Key  words:  Analytical  data:  mass  spectra;  organic  substances;  verified  spectra. 


1.  Introduction 

During  the  last  seven  years,  two  agencies  of  the  United  States 
Government,  the  Environmental  Protection  Agency  (EPA)  and  the 
National  Institutes  of  Health  (NIH),  have  developed  a mass 
spectrometry  data  base  together  with  computer  software  to  search 
this  data  base.  The  Mass  Spectrometry  Data  Centre  (MSDC), 
supported  by  the  United  Kingdom  Department  of  Industry,  has 
collaborated  in  this  project.  A major  objective  of  the  project  has 
been  to  provide  a means  of  rapid  identification  of  unknown  chemical 
substances  by  matching  their  mass  spectra  against  a comprehensive 
library  of  verified  spectra. 

The  result  of  this  international  cooperative  effort  has  been  a 
machine-readable  data  base  of  mass  spectra  of  25,556  different 
compounds.  This  EPA/NIH  Mass  Spectral  Data  Base  is  available  in 
two  ways:  through  lease  of  a magnetic  tape  from  the  National 
Bureau  of  Standards  (NBS)  [l]1  and  through  interactive  access  via  an 
international  time-sharing  computer  network  [2].  The  magnetic  tape 
contains  the  same  data  listed  herein.  They  include  the  spectrum,  and 
indexes  listing  name,  formula,  molecular  weight,  and  the  CAS 
Registry  Number. 

While  many  organizations  and  laboratories  have  been  well 
served  by  one  or  the  other  of  these  mechanisms  for  the 
dissemination  of  mass  spectral  data,  neither  of  the  approaches  was 
suitable  for  those  lacking  access  to  computers  or  computer  terminals. 
Hence,  at  the  suggestion  of  EPA’s  Industrial  Environmental 
Research  Laboratory  (IERL)  in  Research  Triangle  Park,  North 
Carolina,  we  undertook  to  prepare  this  book  of  mass  spectra  in  bar- 
graph  format  derived  from  the  EPA/NIH  Mass  Spectral  Data  Base. 

This  publication,  which  has  been  produced  by  the 
Photocomposition  System  APS-IV  [3]  of  the  Chemical  Abstracts 
Service  (CAS)  under  contract  to  EPA  (Contract  68-01-2731),  differs 
in  a number  of  significant  ways  from  earlier  published  collections  of 
mass  spectral  data  such  as  the  Eight  Peak  Index  of  Mass  Spectra  [4], 
the  Registry  of  Mass  Spectral  Data  [5],  and  the  Compilation  of  Mass 
Spectral  Data  [6].  The  25,556  mass  spectra  herein  are  of  different 


substances;  there  are  no  duplicate  spectra.  Neither  are  there  ai 
spectra  of  substances  labelled  with  less-abundant  isotopes  (e.$ 
deuterium,  oxygen-18). 

The  current  data  base  was  derived  from  an  initial  file  of  abo 
48,000  mass  spectra.  This  larger  file  was  processed  by  CAS,  whi< 
identified  the  CAS  Registry  Number  for  every  substance.  The 
CAS  Registry  Numbers  are  unique  numerical  identifiers  assigned 
chemical  substances  in  the  CAS  Chemical  Registry  System  [7].  T1 
Chemical  Registry  System  identifies  a chemical  substance  on  tl 
basis  of  an  unambiguous,  computer-language  description  of  i 
molecular  structure.  Currently,  there  are  some  4 million  chemic 
substances  in  the  master  file  of  the  Registry  System  which  w; 
begun  in  1965.  Approximately  8,000  of  these  substances  were  fir 
entered  into  the  Registry  System  during  the  processing  of  tl 
EPA/NIH  Mass  Spectral  Data  Base,  i.e.,  these  substances  had  n< 
previously  been  reported  in  the  open  literature. 

Once  the  Registry  Numbers  for  all  substances  in  the  file  < 
48,000  spectra  were  identified,  all  the  duplicate  entries  in  the  fi 
were  found  using  these  Registry  Numbers.  Finally,  the  be 
spectrum  from  each  group  of  duplicate  spectra  was  selected  and  tl 
resultant  data  base  is  presented  in  this  book.  The  Quality  Index  of 
mass  spectrum  is  calculated  using  an  algorithm  devised  fc 
McLafferty  [8]  which  detects  common  errors  in  mass  spectra.  Th 
index  takes  account  of  9 different  parameters  including  such  iterr 
as  ionization  conditions,  impurity  peaks,  etc. 

All  the  25,556  substances  whose  spectra  are  given  in  this  boo 
are  identified  by  their  respective  CAS  Registry  Numbers  and  th 
name  under  which  the  substances  appear  in  the  CAS  8th  (1961 
1971)  or  9th  (1972-1976)  Collective  Indexes — the  “80”  or  “90 
name.  Synonyms  from  the  CAS  Registry  System,  as  well  as  th 
Collective  Index  names,  are  used  in  the  indexes.  For  furthe 
information  regarding  the  Collective  Index  names,  the  reader  i 
referred  to  the  CAS  Index  Guide  [9]. 

2.  Presentation  of  Spectra 

Spectra  are  presented  as  shown  in  figure  1.  The  conventiona 
bar-graph  format  is  used  in  “boxes”  of  width  150  mass  units 


ligures  in  bracket*  indicate  literature  references. 
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Fk;lrk  1.  Typical  mass  spectrum. 


Additional  boxes  are  provided  only  if  there  are  peaks  in  a broader 
mass  range.  Each  spectrum  is  also  accompanied  by  the  molecular 
formula  of  the  substance,  the  molecular  weight,  and  the  structure 
diagram.  The  molecular  formulas  are  ordered  by  the  Hill  convention 
[10],  and  were  derived  by  computer  from  the  CAS-supplied 
connection  table  record.  Molecular  weights  were  derived  by 
computer  from  the  same  records,  using  the  integral  atomic  masses 
C=12,  H=l,  0=16,  and  so  on.  The  structure  diagrams,  a unique 
feature  of  this  book,  are  also  machine  derived  from  the  connection 
table  record  for  each  substance  [11]. 

The  spectra  reported  in  this  book  do  not  contain  any 
metastable  or  multiple-charge  ions,  and  all  m/e  and  intensity  data 
are  rounded  off  to  the  nearest  integer.  Relative  intensities  between 
0.1%  and  2.0%  are  arbitrarily  adjusted  to  2%  for  the  sake  of  clarity. 
It  should  be  noted  that  the  relative  intensities  of  the  peaks  are 
sensitive  to  instrumental  conditions  and  can  only  be  taken  as  a 
rough  guide.  Spectra  are  presented  in  order  of  the  molecular  weights 
of  the  corresponding  substances.  In  cases  where  substances  have  the 
same  (integral)  molecular  weight,  those  spectra  are  further  ordered 
according  to  molecular  formula  and,  if  necessary,  further  ordered  by 
CAS  Registry  Number,  in  increasing  order  of  the  first  set  of  digits. 

The  mass  spectra  themselves  have  been  checked  before  entry 
into  the  file,  and  many  further  corrections  have  been  made  as  a 
result  of  the  registration  processing  by  the  CAS.  In  addition,  a large 
number  of  changes  have  been  made  as  a result  of  comments  from 
the  many  users  of  the  computerized  Mass  Spectral  Search  System 
and  users  of  the  tape  copies  of  the  data  base  supplied  by  NBS. 

The  four  indexes  provided  in  the  final  volume  of  this  book  may 
be  used  to  find  the  spectrum  of  a specific  substance,  as  opposed  to 
finding  the  substance  that  might  give  a specific  mass  spectrum.  The 
first  of  these  gives  the  substance  name  in  alphabetical  order,  the 
second  is  arranged  by  formula,  the  third  is  ordered  by  increasing 
molecular  weight,  and  the  fourth  by  CAS  Registry  Number.  It  is 
planned  to  produce  further  volumes  of  this  compilation  as  the  data 


base  increases  in  size.  When  this  is  done,  completely  new  indexes 
will  be  produced  and  may  be  used  to  replace  the  older  versions.  It  is 
for  this  reason  that  the  indexes  are  in  a separate  volume  and  paper 
bound  rather  than  cloth  bound.  It  is  expected  that  this  will  facilitate 
additions  and  revisions  to  the  data. 

It  is  hoped  that  this  book  and  the  subsequent  additions  to  it 
will  be  of  value  to  the  mass  spectrometry  community.  Your 
comments,  criticisms,  and  suggestions  are  most  welcome  and  will 
certainly  lead  to  further  improvements  in  future  volumes. 
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273  C16H19NO3  41928-89-6 

Crinan-l-ol,  (la)- 


HO 
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273  C16H19NO3  54345-99-2 

l/f-Isoindole-l,3(2//)-dione,  hexahydro-4-hydroxy-3a,7a-di= 
methyl-2-phenyl-,  [3aS-(3aa,4d,7aa)]- 

Me 


HO  0 


273  C16H19NO3  55255-50-0 

Morphinan-3,14-diol,  4,5-epoxy-,  (5a)- 
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273  C16H23N3O  24769-36-6 

2-Pyrazoline-l-carboxamide,  N-benzyl-4-ethyl-3-propyl- 


Et 


-CONHCH2  Ph 


273  C17H20CIN  52059-55-9 

Benzeneethanamine,  4-chloro-A'-methyl-iV-(  2-phenylethyl)- 


273  C17H20CIN  52059-56-0 

Benzeneethanamine,  3-chloro-iV-methyl-Ar-(2-phenylethyl)- 


ci 


273  C17H20CIN  55255-78-2 

Benzenepropanamine,  4-chloro-N-(2-phenylethyl)- 

(CH2)3NHCH2CH2Ph 
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273  C17H23NO2  2007-69-4 

2-Propanol,  l-[(l-methylethyl)  amino] -3-[  (4-methyl- 1- 
naphthalenyl)oxy]- 

OCH2  CH(  OH)  CH2  NHP  r - i 


Me 


273  C17H23NO2  19343-19-2 

2-Butanol,  l-(isopropylamino)-3-(l-naphthyloxy)- 

OCHMe  CH(OH)  CH2  NHP  r - i 


273  C17H23NO2  19343-21-6 

2-Propanol,  l-(isopropylamino)-3-(l-naphthylmethoxy)- 

CH2  OCH2  CH ( OH ) CH2  NHP  r - i 
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273  C17H23NO2  19343-28-3 

2-Butanol,  l-(isopropylamino)-4-(l-naphthyloxy)- 

0CH2  CH2  CH(  OH)  CH2  NHP r - i 


273  C17H23NO2  19423-05-3 

2-Propanol,  l-(isopropylamino)-2-methyl-3-(l-naphthyloxy)- 

OCH2  CMe ( OH ) CH2  NHP  r - i 


273  C17H23NO2  55925-27-4 

8-Azabicyclo[3.2.1]octan-3-ol,  8-methyl-2-(phenylmethyl)-,  acetate 
(ester) 


CH2  Ph 


273  C18H11NO2  83-08-9 

l/i-Indene-l,3(2/f)-dione,  2-(2-quinolinyl)- 

0 
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1989 
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273  Ci8HiiN02  6914-98-3 

1H-Benz[de]  isoquinoline-1, 3(2/7)-dione,  2-phenyl- 


Ph 

I 


273  CisHisNs  16273-34-0 

3ff-Imidazo[l,2-a]indolo[3,2-c]quinoline,  2,9-dihydro-9-methyl- 


273  C18H27NO  5451-32-1 

2i/-l,3-Benzoxazine,  6-£er£-butyl-3-cyclohexyl-3,4-dihydro- 
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273  C18H27NO  26905-18-0 

2-Aziridinone,  l-(l-adamantyl)-3-(l-methylcyclopentyl)- 


273  C19H15NO  15940-86-0 

Benzenecarboximidic  acid,  N-phenyl-,  phenyl  ester 

Ph  N = CPh  OPh 


273  C19H15NO  55255-53-3 

2-Propenamide,  N-l-naphthalenyl-3-phenyl- 

NHCOCH :CHPh 


273  C19H15NO 

2-Propenamide,  N-2-naphthalenyl-3-phenyl- 


55255-54-4 
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274  C4H4F5I 

Butane,  1,1, 1 ,2,2-pentafluoro-4-iodo- 


40723-80-6 


274  C8H6CI4O2  944-61-6 

Benzene,  l,2,3,4-tetrachloro-5,6-dimethoxy- 


F3CCF2CH2CH2 1 


274  C4H12AS2S2  7208-00-6 

Arsinodithioic  acid,  dimethyl-,  anhydrosulfide  with  dimethyl = 
arsinothious  acid 


S = As Me2  SAsMe2 


274  CsHsBrI  55683-02-8 

1-Pentene,  1-bromo-l-iodo- 

I CBr  = CHP r 
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274  CgHeCUCh  944-78-5 

Benzene,  1 ,2,4,5-tetrachloro-3,6-dimethoxy- 

ci 

OMe 

Cl 
Cl 
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274  C8H7F9  35208-07-2 

1-Octene,  3,3,4,4,7,7,8,8,8-nonafluoro- 


274  CvH6F802  36301-47-0 

1,3-Dioxonane,  5,5,6,6,7,7,8,8-octafluoro- 


F 


F 3 CCF  2 CH2  CH2  CF  2 CF  2 CH  = CH2 


274 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1991 


274  C8H18O6S2  55-93-6 

2,5-Hexanediol,  dimethanesulfonate 

Me  SO2  OCHMe  CH2  CH2  CHMe  OSO2  Me 


274  C8Hi8Se2  20333-40-8 

Diselenide,  dibutyl 

Me  ( CH2  ) 3 Se  Se  ( CH2  ) 3 Me 
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Uridine,  5-(hydroxymethyl)- 


Cf^^N 
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274  C11H6N4O5  39522-51-5 

l/f-Pyrido[3,2-6][l,4]benzoxazine,  7,9-dinitro- 


02N 
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274  C11H15I  40548-64-9 

Benzene,  (3-iodo-2,2-dimethylpropyl)- 

PhCH2  CMe2  CH2  I 
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274  CiiH2204Si2  55255-43-1 

2-Pentenedioic  acid,  bis(trimethylsilyl)  ester 

Me3  S i OC(  0)  CH2  CH  = CHC(  0)  OS  i Me3 


274  CiiH2204Si2  55494-04-7 

Butanedioic  acid,  methylene-,  bis(trimethylsilyl)  ester 

CH2 

ii 

MesSi  OC(  0)  CCH2  C(  0)  OS i Me 3 
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274  CiiH23B05Si  54400-92-9  274  C12H18O7  25253-46-7 

a-L-Galactopyranoside,  methyl  6-deoxy-2-0-(trimethylsilyl)-,  cyclic  a-D-Galactopyranuronic  acid,  l,2:3,4-bis-0-(l-methylethylidene)- 

methylboronate 


Me 


274  C12H15CIO3S  32848-94-5 

Xylopyranose,  4-S-benzyl-3-chloro-3-deoxy-4-thio-,  a- D- 
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274  C12H16CI2N2O  555-37-3 

Urea,  AT-butyK/V'-CS^-dichlorophenyll-A-methyl- 


ci 


ci 


NHCONMe ( CH2 ) 3 Me 


274  Ci2H2603Si2  55320-09-7 

2-Pentenoic  acid,  3-methyl-2-[(trimethylsilyl)oxy]-,  trimethylsilyl 
ester 


CE  t Me 
II 

Me3  S i OC(  0)  COSi  Me3 


274  Ci3HnBrN2  10407-11-1 

Benzaldehyde,  2-bromo-,  phenylhydrazone 


274  C13H22O6  56554-36-0 

Hexanoic  acid,  2,3-bis(acetyloxy)propyl  ester 

OAc 

Me  ( CH2  ) 4 C(  0)  OCH2  CHCH2  OAc 
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1993 
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274  C13H22O6  56554-37-1 

Hexanoic  acid,  2-(acetyloxy)-l-[(acetyloxy)methyl]ethyl  ester 


CH20AC 

1 

Me  ( CH2  ) 4 C(  0)  OCHCH2  OAc 


274  C13H26N2O4  4268-36-4 

Carbamic  acid,  butyl-,  2-[[(aminocarbonyl)oxy]methyl]-2- 
methylpentyl  ester 

H2  NC(  0)  OCH2  CPr  Me  CH2  OC(  0)  NH  ( CH2  ) 3 Me 


274  C14H11CIN2O2  28561-72-0 

3//-Indazol-3-one,  5-chloro-l,2-dihydro-2-(4-methoxyphenyl)- 


ci 


274 


C14H11CIN2O2 


56438-00-7 


Benzamide,  3-chloro-/V-[(phenylamino)carbonyl]- 


CONHCONHPh 
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274  C14H14N2O4 

2,3-Quinoxalinedimethanol,  diacetate  (ester) 


20128-12-5 


,N-  .CH2OAC 


N CH2  OAc 


274  C14H26O5  55255-45-3 

Decanedioic  acid,  mono(2-ethoxyethyl)  ester 

E t 0CH2  CH2  OC(  0)  ( CH2  ) 8 CO2  H 


274  C15H11CIO3  2536-31-4 

9//-Fluorene-9-carboxylic  acid,  2-chloro-9-hydroxy-,  methyl  ester 

ci 
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274  C15H14O5  13544-38-2 

4H-Pyrano[3,2-h][l]benzoxepin-4-one,  6,9-dihydro-5-hydr= 
oxy-2-(hydroxymethyl)-8-methyl- 


OH  0 


274  C15H14O5  38971-87-8 

2-Butenoic  acid,  2-methyl-4-[(2-oxo-2/f-l-benzopyran-7-yl)oxy]-, 
methyl  ester 

MeOC(  0)  CMe  = CHCH2  0. 


274  C15H14O5  57396-76-6 

2H-l-Benzopyran-3,4,7-triol,  3,4-dihydro-2-(3-hydroxyphenyl)- 


OH  OH 


274  C15H15O3P  36360-91-5 

lOH-Phenoxaphosphine,  2-ethyl-10-hydroxy-8-methyl-,  10-oxide 

HO  0 

Up 
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274  C15H18N2O3  34291-66-2 

2-Quinuclidinecarbox-p-anisidide,  3-oxo- 


274  C15H18N2O3  55255-46-4 

2,4,6(l/7,3/7,57/)-Pyrimidinetrione,  l,5-diethyl-3-methyl-5-phenyl- 


0 


Et 


274  C15H18N2O3  55255-47-5 

2,4(3H,5H)-Pyrimidinedione,  6-ethoxy-5-ethyl-3-methyl-5-phenyl- 
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274  C15H30O4  142-18-7 

Dodecanoic  acid,  2,3-dihydroxypropyl  ester 

H0CH2CH(0H)CH2  0C(0)  (CH2)ioMo 


274  C15H30O4  1678-45-1 

Dodecanoic  acid,  2-hydroxy-l-(hydroxymethyl)ethyl  ester 

CH2OH 

1 

Me  ( CH2  ) 1 0 C(  0)  OCHCH2  OH 


274  C16H12CIFO  56701-17-8 

Cyclopropanecarbonyl  chloride,  l-fluoro-2,2-diphenyl- 


COCI 


274  C16H18O4  13544-40-6 

4H-l-Benzopyran-4-one,  5-hydroxy-7-methoxy-2-methyl-6- 
(3-methyl-2-butenyl)- 


274  C16H19CIN2  132-22-9 

2-Pyridinepropanamine,  7-(4-chlorophenyl)-Ar,N-dimethyl- 


CH2CH2NM62 


274  C16H19CIN2  32857-42-4 

Ethylenediamine,  N-(p-chlorophenyl)-N,N'-dimethyl-Ar'-phenyl- 


ci 


274  C16H19CIN2  32857-45-7 

Ethylenediamine,  /V-(m-chlorophenyl)-Ar,N'-dimethyl-./V'-phenyl- 
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274  C16H23C0  55836-27-6 

Cobalt,  [(l,2,5,6-77)-l,5-cyclooctadiene][(l,2,3,5,6-77)-2,5-cyclo= 
octadien-l-yl]- 


274  C17H14N4  16744-83-5 

1, 2, 4-Triazolo [4, 3-a] pyridine,  2,3-dihydro-3-phenyl-2-(2- 
pyridinyl)- 


274  C17H22O3  5947-49-9 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,9,10,10a-octahydro- 
6-hydroxy-l,4a-dimethyl-,  [lS-(la,4aa,10a|3)]- 


OH 


274  C18H10O3 

Benzoic  acid,  2-ethynyl-,  anhydride 


56772-05-5 


.1.  . .. 
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274  C18H14N2O  16576-32-2 

1-Isoquinolinecarbonitrile,  2-benzoyl-l,2-dihydro-l-methyl- 


274  C18H26O2 

Estr-4-en-3-one,  17-hydroxy-,  (17/3)- 


434-22-0 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


1997 


274  C18H26O2 

8a-Estr-4-en-3-one,  17/3-hydroxy- 


3218-21-1 


274  C18H26O2  55591-15-6 

l/L-Indene-4-acetic  acid,  6-(l,l-dimethylethyl)-2,3-dihydro- 
1, 1-dimethyl-,  methyl  ester 
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9j8-Estr-4-en-3-one,  17/3-hydroxy- 


4374-03-2 
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274  C18H26O2  57289-37-9 

3(2/f)-Phenanthrenone,  7-ethenyl-l,4,4a,4b,5,6,7,8,10,10a- 
decahydro-l-(hydroxymethyl)-4a-methyl-,  [l/?-(la,4ab,= 
4ba,7a,10aa)]- 
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.i.l|lil.  J.lll.  ...ill., 
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h2c  = ch 


CH20H 
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274  C18H26O2  16826-86-1 

1-Phenanthrenemethanol,  l,2,3,4,4a,9,10,10a-octahydro-6- 
methoxy-l,4a-dimethyl-,  [lS-(la,4aa,10a/3)]- 


274  C19H14O2  17513-39-2 

Benz[a]anthracen-7(12H)-one,  12-hydroxy-12-methyl- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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274  C19H14O2  17513-43-8 

Benz[a]anthracen-12(7H)-one,  7-hydroxy-7-methyl- 


HO  Me 


274  C19H18N2  897-55-2 

Benzenamine,  Af,N-dimethyl-4-[2-(4-quinolinyl)ethenyl]- 


NMe2 


274  C19H30O  734-68-9 

Androstan-15-one,  (5a)- 

Me 


274  C19H30O  734-69-0 

Androstan-15-one,  (5a, 14/3)- 


Me 


274  C19H30O  894-64-4 

Androstan-ll-one,  (5/3)- 

0 Me 


274  C19H30O  963-74-6 

Androstan-17-one,  (5a)- 

Me 
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274  C19H30O  1032-16-2 

Androstan-16-one,  (5a)- 


274  C19H30O  1225-48-5 

Androstan-2-one,  (5a)- 


Me 
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Androst-16-en-3-ol,  (3a, 5a)- 
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Androstan-l-one,  (5a)- 

Me 
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274  C19H30O 

Androstan-17-one,  (5/3)— 


1912-61-4 


274  C19H30O 

Androstan-12-one,  (5a)- 


3676-09-3 


274  C19H30O  2232-18-0 

Androstan-7-one,  (5a)- 


Me 


274  C19H30O  3676-06-0 

Androstan-6-one,  (5a)- 

Me 
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274  C19H30O  7148-51-8 

Androst-16-en-3-ol,  (3/3, 5a)- 


274  C19H30O  7715-44-8 

2(lH)-Phenanthrenone,  3,4,4a,4b,5,6,7,8,10,10a-decahydro- 
l,l,4a,7,7-pentamethyl-,  [4ai?-(4aa,4b/3,10a/3)]- 

Me 
Me 
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274  C19H30O  13583-70—5 

Androstan-4-one,  (5a)- 


Me 
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274  C19H30O  13583-71—6 

Androstan-4-one,  (5/3)- 


274  C19H30O  54482-47-2 

D-Homo-18-norandrostan-17a-one,  (5a,13£)- 
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274  C19H30O  57119-13-8 

1-Phenanthrenemethanol,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,= 

10,10a-dodecahydro-4a,7-dimethyl-,  [ lR-(la,4ad,4ba,7a,10aa)]- 


274  C19H30O  22430-34-8 

Androstan-17-one,  (5a, 14/3)- 
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2/f-Phenanthro[8a,9-6]oxirene,  3-ethenyldodecahydro-3,7,10b- 
trimethyl-,  [3fi-(3a,4aR*,5a/3,6a/3,7/3,10aa,10b/3)]- 


Me 
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274  C19H30O  57289-36-8 

9-Phenanthrenol,  7-ethenyl-l,2,3,4,4a,5,6,7,8,9,10,10a-dodeca= 
hydro-1, 4a,7-trimethyl-,  [lR-(la,4a/3,7d,9/3,10ao;)]- 


CH=CH2 


274  C20H18O  596-31-6 

Benzene , 1 , 1 ' , 1 "-(methoxymethylidy  ne)  tr  is- 

Ph3COMe 
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274  C20H18O  897-78-9 

Cyclohexanone,  2,6-bis(phenylmethylene)- 
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C20Hl8O 

23804-16-2 

[l,2'-Binaphthalen]-l'(2'H)-one,  3,3',4,4'-tetrahydro- 
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274  C20H34  1459-10-5 

Benzene,  tetradecyl- 

Ph ( CH2  ) 1 3 Me 


274  C20H34  4534-54-7 

Benzene,  (1-hexyloctyl)- 

Me(CH2)6CHPh(CH2)5Me 


274  C20H34  4534-58-1 

Benzene,  (1-ethyldodecyl)- 

PhCHEt ( CH2 ) 1 0 Me 


274  C20H34  4534-59-2 

Benzene,  (1-methyltridecyl)- 

PhCHMe ( CH2 ) 1 1 Me 
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274  C20H34  6668-20-8 

Benzene,  l,2-bis(2,2-dimethylpropyl)-3,4,5,6-tetramethyl- 


274  C20H34  27854-41-7 

Tridecane,  2-methyl-2-phenyl- 

PhCMe2 ( CH2 ) 1 0 Me 


274  C20H34  33770-83-1 

Benzene,  l,4-bis(2,2-dimethylpropyl)-2,3,5,6-tetramethyl- 


274  C20H34  33781-73-6 

Benzene,  l,3-bis(2,2-dimethylpropyl)-2,4,5,6-tetramethyl- 


Me 


CH2CM6  3 
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274  C20H34  35575-26-9 

D-Homoandrostane,  (5a)- 


Me 
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D-Homoandrostane,  (5a, 13a)- 


Me 
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Anthracene,  9-cyclohexyltetradecahydro- 
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275  C11H17NO3S2  18833-88-0 

2-Pyridinol,  1-acetyl-l  ,2,3,6-tetrahydro-3,6-bis(methylthio)-, 
acetate  (ester) 


Me  S'  'Y'  Ac 
OAc 
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Glycine,  iV-(l 


CiiH25N03Si2  55557-16-9 

-oxopropyl)-A-(trimethylsilyl)-,  trimethylsilyl  ester 


S i Me3 
I 

Me3  S i OC(O)  CH2  NCOE  t 


] — — _4 — ,.I,L , -l.i,.  v 

.i 

i 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


275  C12H10ASNO2  4733-19-1 

Phenarsazine,  5,10-dihydro-10-hydroxy-,  10-oxide 

HO  O 
\// 

,As 


275  C12H15CI2NO2  37764-61-7 

Pentanamide,  Ar-(3,4-dichlorophenyl)-3-hydroxy-2-methyl- 

NHCOCHMeCH( OH) Et 


60- 

40- 


275  Ci2H29N02Si2  7364-46-7 

L-Leucine,  N-Rrimethylsilyl)-,  trimethylsilyl  ester 

CH2  CHM62 
I 

Me3  Si  OC(  O)  CHNHS  i Me 3 


275  Ci?H29N02Si2  7483-92-3 

L-Isoleucine,  AT-(trimethylsilyl)-,  trimethylsilyl  ester 

NHSi Me3 
I 

Me3  S i OC(  O)  CHCHMe  CH2  Me 


275  Ci2H29N02Si2  55320-11-1 

L-Norleucine,  ./V-(trimethylsilyl)-,  trimethylsilyl  ester 

( CH2  ) 3 Me 

Me3  Si  OC(  O)  CHNHS  i Me 3 


275  Ci2H29N02Si2  56272-91-4 

Hexanoic  acid,  6-amino-,  bis(trimethylsilyl)  deriv. 


H02C(CH2)5NH2  + 2TMS 

100-1 

so  - 
60- 
40- 

20-  I 

o J 1 1 4 11'1'1"  i — ‘“•t "‘I  ‘W— -i — , — *— i r“ — i 1 ■*i 1 “^“i — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


275 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2005 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


275  C13H10NPS2 

Phosphinothioic  isothiocyanate,  diphenyl- 


16523-56-1 
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275  C13H16F3NO2  55649-88-2 

Acetamide,  iV-[2-(2,6-dimethylphenoxy)-l-methylethyl]-2,2,2- 
trifluoro- 


OCH2  CHMeNHC0CF3 


275  Ci5H2iN02Si  56196-72-6 

lH-Indole-3-propanoic  acid,  l-(trimethylsilyl)-,  methyl  ester 


CH2CH2C(0)  OMe 
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275  C15H21N3O2  57-47-6 

Pyrrolo[2,3-6]indol-5-ol,  1,2, 3, 3a,  8, 8a-hexahydro-l,  3a,  8-trimethyl-, 
methylcarbamate  (ester),  (3aS-cis)- 


Me  Me 
I I 
N. 


MeNHC(  0)  0 
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275  C15H21N3O2  19656-62-3 

l,2,4-Oxadiazolidin-5-one,  2-(l,l-dimethylethyl)imino]-4-phenyl- 


275  C15H17NO4  36132-32-8 

lH-l-Benzazepine-3,4-dicarboxylic  acid,  4,5-dihydro-l-methyl-, 
dimethyl  ester 

MeOC(  0) 

Me0C(0p^ 
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Me 
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275  C15H21N3S  24769-34-4 

2-Pyrazoline-l-carboxanilide,  4-ethyl-3-propylthio- 


Pr 


275  C15H21N3S  55255-48-6 

lfl-Pyrazole-l-carbothioamide,  4-ethyl-4, 5-dihydro- A- 
phenyl-5-propyl- 


Et 


-CSNHPh 


275  C16H21NOS  19343-29-4 

2-Propanol,  l-(isopropylamino)-3-(l-naphthylthio)- 

SCH2CH(OH)  CH2  NHP  r - i 


275  C17H9NO3  23767-19-3 

Naphth[2,l-d]isoxazole-4,5-dione,  3-phenyl- 

O N 

Ph 

0 


275  C17H13N3O  37052-15-6 

Acetamide,  A-l.?i-phenanthro[9,10-ci]imidazol-2-yl- 


275  C17H25NO2  32589-38-1 

Carbamic  acid,  (a-methylbenzyl)-,  1-pentylallyl  ester 
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CH=CH2 
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Ph CHMe NHC(  0)  OCH(  CH2  ) 4 Me 
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275  C20H21N  15861-57-1 

Pyrrole,  l-tert-butyl-2,4-diphenyl- 


Ph 
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2007 


275  C20H21N  55255-55-5 

l//-Carbazole,  2,3,4,4a-tetrahydro-4a-methyl-4-(phenylmethyl)- 


276  C8H9F9 

Octane,  1,1,1,2,2,5,5,6,6-nonafluoro- 

F 3 CCF  2 CH2  CH2  CF  2 CF  2 E t 


J U-— , L 


35262-54-5 
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276  C3HeHg02 

Mercury,  (acetato-O)methyl- 

MeHgOAc 


108-07-6 
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276  CgHioBr2 

Benzene,  2,4-dibromo-l,3,5-trimethyL 


6942-99-0 
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Uracil,  5-bromo-3-sec-butyl-6-methyl-2-thio- 


24561-91-9 
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Cyclohexanedodecol 


C6H12O12 


54890-03-8 
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Uracil,  5-bromo-3-scc-butyl-6-methyl-4-thio- 
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276  C9H13N2OS.Br  24611-16-3 

Thiazolo[3,2-c]pyrimidin-4-ium,  8-ethoxy-2,3-dihydro-5-methyl-, 
bromide 


EtO 


Me 


276  C10H13CIN2O3S  94-20-2 

Benzenesulfonamide,  4-chloro-N-[(propylamino)carbonyl]- 


‘ ‘1 r— — — , , -r— 1 1 —I r 1 1 — 
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276  C10H13IO  56781-85-2 

Tricyclo[3.3.1.13'7]decan-2-one,  4-iodo-,  (la, 3/3, 4a, 5a, 7/3)- 


276  CioH4Fe06 

Iron,  (l,2,3-butatriene)hexacarbonyldi- 


55570-75-7 


[Ve2  CCODg^C^Cr^C^CHgjJ0 
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Tricyclo[3.3.1.13>7]decan-2-one,  4-iodo-,  (la, 3/3, 4/?, 5a, 7 /?)- 


276  C10H7F3N2O4 

Acetamide,  2,2,2-trifluoro-iV-(p-nitrophenacyl)- 

COCH2  NHCOCF 3 


29205-55-8 
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276  C10H16N2OS3  37572-36-4 

4-Isothiazolecarboxamide,  N,N-diethyl-3,5-bis(methylthio)- 
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276  C10H19CI3O2  54890-04-9 

Butane,  2,2'-[(2,2,2-trichloroethylidene)bis(oxy)]bis- 

Cl  3CCH(  OBu-s  ) 2 


276  CioH2oN205Si  56051-84-4 

Butanedioic  acid,  2-[[[(trimethylsilyl)amino]carbonyl]amino]-, 
dimethyl  ester 

C(  O)  OMe 

Me  3 S i NHCONHCHCH2C(  0)  OMe 


276  CiiH2404Si2  38166-06-2 

2(3H)-Furanone,  dihydro-3-[(trimethylsilyl)oxy]-3-[[(tri  = 
methylsilyl)oxy]methyl]- 
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276  CnH2404Si2  55494-07-0 

Pentanedioic  acid,  bis(trimethylsilyl)  ester 

Me3  S I OC(O)  ( CH2  ) 3 C(  0)  OS  i Me3 


276  CnH2404Si2  55557-23-8 

Propanedioic  acid,  dimethyl-,  bis(trimethylsilyl)  ester 

Me  3 S i OC(  0)  CMe2  C(  0)  OSi  Me3 


276  CiiH24C>4Si2  55557-24-9 

Propanedioic  acid,  ethyl-,  bis(trimethylsilyl)  ester 

Me  3 S i OC(  0)  CHE  1 C(  0)  OS  i Me3 


276  CnH2404Si2  55557-26-1 

Butanedioic  acid,  methyl-,  bis(trimethylsilyl)  ester 

MesSi  OC(  0)  CHMeCH2 C(  0)  OSi  Me3 
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276  ChHmSii  19814-13-2 

Stannane,  cyclohexylisopropyldimethyl- 

Sn  Me  2 P r - i 


276  CnH24Sn  20474-39-9 

Stannane,  ethenyltris(l-methylethyl)- 

( i -Pr  ) 3 Sn  CH  = CH2 


160  170  180  190 


276  C12H5CIN2O4  23774-16-5 

1,4-Phenazinedione,  7-chloro-2,3-dihydroxy- 


0 


276  C12H9ASO3  4846-20-2 

lOH-Phenoxarsine,  10-hydroxy-,  10-oxide 


HO  O 
\// 
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276  C12H12N4O4 

2,4-Hexadienal,  (2,4-dinitrophenyl)hydrazone 


02N 


NHN  = CHCH  = CHCH  = CHMe 
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276  C12H14CI2O3  54890-05-0 

Ethanol,  2,2-dichloro-2-(phenylmethoxy)-,  propanoate 


EtC(O)  OCH2CCI  2 OCH2  Ph 


276  C12H20O7  29836-38-2 

Mannofuranoside,  methyl  6-deoxy-3-0-methyl-,  diacetate 


AcOCHMe 


Me 
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276  C12H20O7  29839-03-0  276  C^HaOsSia  54890-07-2 

Mannofuranoside,  methyl  6-deoxy-2-0-methyl-,  diacetate  Hexanoic  acid.  2-[(trimethylsilyl)oxy]-.  trimethylsilyl  ester 


( CH2 ) 3 Me 

I 

Me  3 3 OC(  0)  CHOS,  Me 3 


276  CiaHasOsSh  54890-08-3 

Pentanoic  acid.  4-methyl-2-[(trimethylsilyl)oxy]-,  trimethylsilyl 
ester 


CH2  CHMe 2 
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Me3  Si  OC(  Oi  CHOS  1 Me  3 


276  C12H20O7  55821-19-7 

L-Galactofuranoside,  methyl  6-deoxy-3-0-methyl-,  diacetate 
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a-L-Mannopyranoside,  methyl  6-deoxy-3-0-methyl-.  diacetate 
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276  CiaHasOaSia  54890-09-4 

Pentanoic  acid.  3-methyl-2-[(trimethylsilyl)oxy]-,  trimethylsilyl 
ester 


OS  i Me  3 
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Me 3 S i OCl  Oi  CHCHMe CH2 Me 
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1 l//-Dibenzo[c,/]  [ 1 ,2]diazepin-l  1-one,  3,8-dichloro- 
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276  C13H9CIN2O3  19865-63-5 

Benzenamine,  4-chloro-N-[(4-nitrophenyl)methylene]-,  N-oxide 
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2,4-Imidazolidinedione,  l,3-diacetyl-5-(4-hydroxyphenyl)-,  (±)- 
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Selenourea,  A^iV'-diphenyl- 

Se 

II 
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Selenourea,  N ,lV-diphenyl- 

Ph 2 NC(  NH2  ) = Se 
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Iron,  tricarbonyl(?j4-7-methyl-3-methylene-l,6-octadiene)- 

Me2  C = CHCH2  CH2 
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Iron,  tricarbonyl [(1,2,3, 4-7?)-2-methyl-5-(l-methylethyl)-l, 3- 
cyclohexadiene]- 


Me 
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276  C13H16N4O3  39265-99-1 

2,4(37/,5/f)-Pyrimidinedione,  6-amino-3-(dimethylamino)-5- 
(4-methoxyphenyl)- 
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Rhodium,  [(l,2,5,6-7;)-l,5-cyclooctadiene](7;5-2,4-cyclopenta- 
dien-l-yl)- 
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3,ll-Dioxa-2,12-disilatridecane,  2,2,12,12-tetramethyl- 
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Ethanethioic  acid,  S,S'-l,8-naphthalenediyl  ester 
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5//-Furo[3,2-g][l]benzopyran-5-one,  7-(hydroxymethyl)-4,9- 
dimethoxy- 
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4f7-l-Benzopyran-4-one,  3-acetyl-7-(acetyloxy)-5-hydroxy-2- 
methyl- 


ho  0 


2014 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


276 


276  C14H12O6  18646-71-4  276  C14H13CIN2O2  54964-89-5 

7//-Furo[3,2-g]  [l]benzopyran-7-one,  4,5,6-trimethoxy-  Urea,  N-(2-chlorophenyl)-Ar'-(2-methoxyphenyl)- 


276  C14H12O6  18646-72-5 

7/i-Furo[3,2-g] [l]benzopyran-7-one,  5,6,9-trimethoxy- 
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MeO 
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Urea,  N-(3-chlorophenyl)-iV'-(2-methoxyphenyl)- 


276  C14H13O2PS  54964-91-9 

10/i-Phenothiaphosphine,  10-hydroxy-2,7-dimethyl-,  10-oxide 


276  C14H12O6  32251-35-7 

4,8-Etheno-lH,3//-benzo[l,2-c:4,5-c']difuran-l,3,5,7-tetrone, 
3a,4,4a,7a,8,8a-hexahydro-4,9-dimethyl- 


Me 


HO  0 


276  Ci4H16N202S  55124-89-5 

Pyridinium,  2,6-dimethyl-l-[[(4-methylphenyl)sulfonyl]amino]-, 
hydroxide,  inner  salt 
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276  C15H20N2OS  50455-65- 

Pyrrolo[l,2-fe][l,2,4]oxadiazole-2(l/f)-thione,  tetrahydro-5,5, 
7,7-tetramethyl-l-phenyl- 


t Y 


276  C14H16N2O4  4856-87-5  V 

l//-Pyrrole-2,5-dione,  1 , 1 ' -( 1 ,6hexanediy  1 ) bis-  ^ 


276  C15H20N2O3  55030-13-2 

li/-Indole-3-ethanamine,  1 -( aretyloxy ) -5-met  hoxy- A A'-dime  t hyl  - 


276  C14H28O5  56667-13-1 

3-Hexanone,  1,5,6,6-tetraethoxy- 
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Tetradecane,  1-bromo- 

Br  ( CH2 ) 1 3 Me 


CH2  CH2  NMe  2 


276  Ci4H29F02Si  26305-97-5 

Undecanoic  acid,  11-fluoro-,  trimethylsilyl  ester 
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Indole,  3-[2-(dimethylamino)ethyl]-4-(trimethylsiloxy)- 
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276  CieFhoCL  10225-36-2 

2,4-Pentanedione,  3-butyl-3-hydroxy-,  benzoate 

COMe 

I 

PhC(O)  OC(  CH2  ) 3 Me 
COMe 


276  C16H20O4  13475-10-0 

Chromone,  5-hydroxy-8-isopentyl-7-methoxy-2-methyl- 

Me  2 CHCH2  CH2 


HO  0 
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5-Benzofuranacetic  acid,  6-ethenyl-2,4,5,6,7,7a-hexahydro-3,6- 
dimethyl-a-methylene-2-oxo-,  methyl  ester 
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D-rj'6o-Hex-5-enofuranose,  3-0-benzyl-5,6-dideoxy-l,2-0- 
isopropylidene-,  a- 


ch=ch2 


PhCH  20  0-^\Me 
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4/7-l-benzopyran-4-one,  2,3-dihydro-5-hydroxy-7-methoxy- 
2-methyl-6-(3-methyl-2-butenyl)- 


276  C16H20O4  56051-41-3 

Cyclodeca[5]furan-6-carboxylic  acid,  4,5,6,7,8,11-hexahydro- 
3,10-dimethyl-4-oxo-,  methyl  ester,  [#-(£)]- 


MeOC(O)  O 
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276  C16H20O4  56728-03-1 

5,10-Benzocyclooctenediol,  5,6,7,8,9,10-hexahydro-,  diacetate, 
(5  R-trans)- 


276  C16H24N2O2  36101-39-0 

Lycocernuine,  14,15-didehydro- 
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276  C17H12N2O2  4594-97-2 

Quinoline,  4-(p-nitrostyryl)- 


N02 
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l/f-Pyrrolo[2,3-b]pyridine,  3,3'-methylenebis[2-methyl- 
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276  C18H12O3  568-73-0 

Phenanthro[l,2-5]furan-10,ll-dione,  1,6-dimethyl- 
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Phenanthro[3,2-fc]furan-7,ll-dione,  4,8-dimethyl- 
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276  C18H28O2 

Estran-3-one,  17-hydroxy-,  (5a, 170)- 


1434-85-1 


276  C19H20N2  32589-51-8 

Cyclopropanecarbonitrile,  2-[p-(dimethylamino)phenyl]-l-p-tolyl- 


Me 


276  C18H2802  54482-41-6 

17-Oxaandrostan-16-one,  (5a)- 

Me 
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2/i-Pyran-2-one,  4,5-dimethyl-3,6-diphenyl- 
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Androstan-3-ol,  (3/3,5 a)- 
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276  C19H32O  4807-60-7 

Podocarp-7-en-3a-ol,  13,13-dimethyl- 
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Podocarp-7-en-3/3-ol,  13,13-dimethyl- 
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Androstan-3-ol,  (3/3, 5/3)— 
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Androstan-3-ol,  (3a, 5/3)- 
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D-Norandrostane-16-methanol,  (5a,  16/3)— 
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1,9,12,15-Octadecatetraene,  1-methoxy- 

E 1 CH  = CHCH2  CH  = CHCH2  CH  : CH  ( CH2  ) 6 CH  = CHOMe 
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276  C20H36  55682-86-5 

Cyclohexane,  1 , 1 ' , 1 "-( l-ethanyl-2-ylidene)  tris- 


CH2 


crx> 


276 

Benzo[g/n']perylene 


C22H12 


191-24-2 


276  C22H12  191-26-4 

Dibenzo[de/,mno]chrysene 
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Indeno[l,2,3-cd]pyrene 


277  CIN306  630-70-6 

Methane,  iodotrinitro- 

IC(N02)3 


277  C9H13N3O.H3O4P  305-33-9 

4-Pyridinecarboxylic  acid,  2-(l-methylethyl)hydrazide,  phosphate 

(1:1) 


277  C9H15N3O5S  56248-60-3 

2H-Pyran-2-methanol,  3-azido-6-ethoxy-3,6-dihydro-,  meth= 
anesulfonate  (ester) 
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277  Ci2H9AsC1N 

Phenarsazine,  10-chloro-5, 10-dihydro 
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Glycine,  N-[(2,4-dichlorophenoxy)acetyl]- 

OCH2  CONHCH2  CO2  H 
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2//-l,4-Benzothiazin-3(4./f)-one,  4-hydroxy-2,2-dimethyl-6- 
(trifluoromethyl)- 

Me 
Me 
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Silanamine,  l,l,l-trimethyl-iV-(trimethylsilyl)-N-[2-[(tri  = 
methylsilyl)oxy]ethyl]- 
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a-D-Glucopyranoside,  methyl  2-(acetylamino)-2-deoxy-3,4,6- 
tri-O-methyl- 


CH20Me 


MeO  OMe 
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Galactopyranoside,  methyl  2-acetamido-2-deoxy-3,4,6-tri-0- 
methyl-,  a-D- 


CH20Me 
MeO  I 
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277  C14H15NO3S  50267-09-9 

3-Oxa-10-azatricyclo[4.3. 1 .024] dec-7-ene,  lO-(phenylsulfonyl)-, 
(la,  2a, 4a,  6a)- 


SO2  Ph 


277  C14H16NO3P  56830-89-8 

Phosphoramidic  acid,  bis(4-methylphenyl)  ester 
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1-Pyrazolidinecarboxanilide,  4-ethyl-3-propylthio- 
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l//-Indole,  l-(trimethylsilyl)-5-[(trimethylsilyl)oxy]- 
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4-Piperidinecarboxylic  acid,  4-phenyl-,  trimethylsilyl  ester 


I 1 

] t , , JLi. 

k — ,1 — — -j — 

-I , 1 1‘“-‘  1 I ^ f-lill..,.!.  ■ ■ 1 1 .--pJl..  .1...  , 1 | 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


277  C16H23NO3  18331-13-0 

Serratinine,  14-deoxy-14-oxo- 
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277  CnHnNOs  23767-20-6 

Spiro[l,4,2-dioxazole-5,2'(l'//)-naphthalen]-r-one,  3-phenyl- 


277  CnHnNOs  23767-21-7 

Spiro[l,4,2-dioxazole-5,l'(2'/f)“naphthalen]-2'-one,  3-phenyl- 


277  C17H15N3O  30886-10-3 

l,3,5-Triazin-2(l//)-one,  4,6-bis(4-methylphenyl)- 
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Phenol,  4-[5-amino-6-(phenylmethyl)pyrazinyl]- 
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l,3,5-Triazin-2(l//)-one,  4,6-bis(3-methylphenyl)- 
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277  C17H27NO2  32589-44-9 

Carbamic  acid,  (a-methylbenzyl)-,  1-methylheptyl  ester 

PhCHMe  NHC(  0)  OCHMe  ( CH2  ) 5 Me 


277  C17H27NO2  32589-45-0 

Carbamic  acid,  (a-methylbenzyl)-,  1-ethylhexyl  ester 

PhCHMe  NHC(  0)  OCHE1  ( CH2  ) 4 Me 
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277  C17H27NO2  32589-47-2  278  C5H12IO3P  10419-77-9 

Carbamic  acid,  (a-methylbenzyl)-,  1-ethyl-l-methylpentyl  ester  Phosphonic  acid,  (iodomethyl)-,  diethyl  ester 


Ph CHMe NHC(  0)  OCEtMe  ( CH2  ) 3 Me 


277  C18H31NO  56666-40-1 

Pyrrolidine,  l-(l-oxo-5,8-tetradecadienyl)- 

^^^COI  CH2  ) 3 CH  = CHCH2  CH-CH(  CH2  ) 4 Me 
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277  C20H23N  50-48-6 

1-Propanamine,  3-(10,ll-dihydro-5i7-dibenzo[a,d]cyclo  = 
hepten-5-ylidene)-AC/V-dimethyl- 


278  C4H6C>4Se2  16066-50-5 

Acetic  acid,  2,2'-diselenobis- 

HO2CCH2  SeSeCH2 CO2 H 
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278  C6H3F9O2  42031-16-3 

Acetic  acid,  trifluoro-,  2,2,2-trifluoro-l-methyl-l-(trifluoro= 
methyl)  ethyl  ester 


CF  3 
I 

F 3 CC(  O)  OCMeCF 3 


278  CeHuOzSez  23243-47-2 

1-Propanol,  3,3'-diselenobis- 

HO(CH2)3SeSe(CH2)30H 
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278  C7H3CI5O  1825-21-4 

Benzene,  pentachloromethoxy- 
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278  CnHnClNeO  42541-27-5 

lfl-Pyrazole-l-carboximidamide,  4-[(3-chlorophenyl)hydrazo=: 
no]-4,5-dihydro-3-methyl-5-oxo- 
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278  C7H3CI5O 

Benzenemethanol,  2,3,4,5,6-pentachloro- 


16022-69-8 
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278  C8H7IO3 

Benzoic  acid,  2-hydroxy-5-iodo-,  methyl  ester 


4068-75-1 
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278  C11H15FO7  20409-33-0 

Xylopyranose,  3-deoxy-3-fluoro-,  triacetate,  /3-d- 


C<  0)  OMe 
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278  C11H15FO7  55000-57-2 

a-D-Arabinopyranose,  2-deoxy-2-fluoro-,  triacetate 


278  CioH2205Si2  55557-25-0 

Acetic  acid,  2,2'-oxybis-,  bis(trimethylsilyl)  ester 

Me 3 S i OC(  0)  CH2  OCH2  C(  0)  OSi  Me3 
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278  CiiHi8S4  17749-59-6 

2,4,6,8-Tetrathiaadamantane,  1,3,5,7,9-pentamethyl- 


278  C12H10N2O6 

Naphthalene,  2,6-dimethoxy-l,5-dinitro- 


25314-97-0 


Me 


NO2 


O2N 
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278  C12H7CIN2O4 

1,2,3,4-Phenazinetetrol,  7-chloro- 


23774-10-9 


278  C12H14N4O2S  57-68-1 

Benzenesulfonamide,  4-amino-N-(4,6-dimethyl-2-pyrimidinyl)- 


278  Ci2H8AsC10  2865-70-5 

lOLT-Phenoxarsine,  10-chloro- 


ci 
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278  C12H14N4O4  1589-62-4 

Cyclohexanone,  (2,4-dinitrophenyl)hydrazone 
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278  C12H14N4O4  7033-42-3 

[5,5’-Bipyrimidine]-2,2',4,4'(l//.17/,3//,3'H)-tetrone,  1,1',3,3'- 
tetramethyl- 
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278  C12H14S11 

Stannane,  phenyltrivinyl- 


21572-26-9 


ch=ch2 
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H2C  = CHSnPhCH  = CH2 
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278  Ci2H23Br02 

Undecanoic  acid,  11-bromo-,  methyl  ester 

Br  ( CH2  ) i o C(  0)  CMe 


6287-90-7 
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278  Ci2H23Br02 

2ff-Pyran,  2-[(7-bromoheptyl)oxy]tetrahydro- 

0.  -0(  CH2 ) 7 B f 


10160-25-5 


cr 
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278  C13H8CI2N2O  958-71-4 

llH-Dibenzo[c,/][l,2]diazepine,  3,8-dichloro-,  5-oxide 
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278  C13H8CI2N2O  23469-53-6 

llH-Dibenzo[c,/]  [l,2]diazepin-ll-one,  3,8-dichloro-5,6-dihydro- 
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278  C13H8CI2N2O  23469-56-9 

ll//-Dibenzo[c,/][l,2]diazepin-ll-ol,  3,8-dichloro- 
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278  C13H8F2N2OS  19239-05-5  278  C13H10O7  54725-00-7 

Thiocyanic  acid,  4-amino-2-fluoro-5-(p-fluorophenoxy)phenyl  ester  1,4-Naphthalenedione,  2-(acetyloxy)-5,8-dihydroxy-7-methoxy- 


NCS 


F 


278  Ci3HioN8  52197-24-7 

10H-Indeno[l\2':5,6]pyrazino[2,3-d]pyridazin-10-one,  1,4-diamino-, 
hydrazone 


H2N  NNH2 


H2N 
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278  C13H10O7  15254-72-5 

1,4-Naphthoquinone,  2-acetyl-3,5,8-trihydroxy-6-methoxy- 
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278  C13H18N4O3  50611-48-8 

D-ara6mo-Hexos-2-ulose,  3,6-anhydro-,  2-(methylhydrazone) 
l-(phenylhydrazone) 
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278  Ci3H3o04Si  55683-12-0 

Silicic  acid  (I-USiO-i),  butyl  tripropyl  ester 

OPr 

1 

Me  ( CH2  ) 3 OS  i OP  r 
OPr 
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278  C14H11CIO4 

1,2-Naphthalenediol,  4-chloro-,  diacetate 


57396-88-0 
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Benzene,  l,l'-seleninylbis[4-methyl- 
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278  C14H14O2S2  2943-42-2 

Benzenesulfonothioic  acid,  4-methyl-,  S-(4-methylphenyl)  ester 


— SO2S — 
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Disulfide,  bis(2-methoxyphenyl) 


13920-94-0 
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278  C14H14O4S  57156-87-3 

Benzo[5]cyclobuta[d]thiophene-l,2-dicarboxylic  acid,  l,2,2a,= 
7b-tetrahydro- 1 ,2-dimethyl- 


CO2H 


Me  CO2H 
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278  C14H14O2S2  5335-87-5 

Disulfide,  bis(4-methoxyphenyl) 


278  CnHisBrO  17429-37-7 

2-Cyclohexen-l-one,  4-(p-bromophenyl)-4,5-dimethyl- 
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278  C14H22N4O2  370-81-0 

Ethanedioic  acid,  bis(cyclohexylidenehydrazide) 

j^^j==  NNHCOCONHN 
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278  CuHsiClOSi  26305-82-8 

Silane,  [ ( 1 l-chloroundecyl)oxy] trimethyl- 

Cl  (CH2 )1  1 OSi  M63 


278  C15H13F3N2  27188-36-9 

Dibenzo[5,/] [l,4]diazocine,  5,6,ll,12-tetrahydro-2-(trifluoromethyl)- 


278  CisHisOs  28625-28-7 

ljF/-Azuleno[l,8-5c:4,5-fe']difuran-l,8(2H)-dione,  decahydro- 
9c-hydroxy-9b-methyl-7-methylene-,  [2ai?-(2aa,4aa,6aa,= 
9aa,9bl8,9ca)]- 
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278  CisHisOs  29339-48-8 

4,7-Ethanoisobenzofuran-l,3-dione,  6-(acetyloxy)-3a,4,7,7a- 
tetrahydro-4, 8, 8-dimethyl- 
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278  CisHisOs  36149-96-9 

2//-l-Benzopyran-2-one,  6-(2,3-dihydroxy-3-methylbutyl)-7- 
methoxy-,  (±)- 


Me2COHCH( OH) CH2 


278  CisHisOs  38146-59-7 

2/f-Pyran-2-one,  5,6-dihydro-6-[2-(3-hydroxy-4-methoxy= 
phenyl)ethyl]-4-methoxy-,  ( S)~ 
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278  C16H14N4O  13617-67-9 

3/i-Pyrazol-3-one,  4-[(4-aminophenyl)imino]-2,4-dihydro-5- 
methyl-2-phenyl- 


278  C16H22O4  84-69-5 

1,2-Benzenedicarboxylic  acid,  bis(2-methylpropyl)  ester 


278  C16H22O4 

1,2-Benzenedicarboxylic  acid,  dibutyl  ester 


C(  0)  0(  CHa  ) 3 Me 

,C(  0)  0(  CH2  ) 3 Me 


84-74-2 


278  C16H22O4  17851-53-5 

1,2-Benzenedicarboxylic  acid,  butyl  2-methylpropyl  ester 

C(  0)  OBu-l 

,C(  0)  0(  CH2  ) 3 Me 


278  C16H22O4  18699-48-4 

1,4-Benzenedicarboxylic  acid,  bis(2-methylpropyl)  ester 
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4,5-Octanediol,  4,5-di-2-furanyl- 


56335-75-2 


CPr(OH)CPr(OH)  ^ 
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Benzo[6] thiophene,  2— (octylthio)— 


54965-34-3 
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278  C16H22S2  54965-35-4 

Benzo[6] thiophene,  3-(octylthio)- 


S( CH2  ) 7 Me 


278  C16H26N2O2  6871-55-2 

Lycocernuine 


278  C16H26N2O2  55028-69-8 

l//-Indol-2-ol,  3-[2-(dimethylamino)ethyl]-5-ethoxy-2,3-di=: 
hydro-1 ,3-dimethyl- 


Me 
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CH2CH2NM62 
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278  Ci6H2602Si  31404-18-9 

Silane,  [[4-(benzyloxy)cyclohexyl]oxy]trimethyl- 


Me3  S i O' 


278  Ci6H2602Si  31447-55-9 

Silane,  [[4-(benzyloxy)cyclohexyl]oxy]  trimethyl-,  cis- 

OCH2  Ph 


Me 3 S i O' 


278  Ci6H2602Si  31447-56-0 

Silane,  [[4-(benzyloxy)cyclohexyl]oxy]trimethyl-,  trans- 

OCH2  Ph 


Me3  S i O' 


278  C17H11CIN2  4240-91-9 

Dibenzo[6,b] [l,6]naphthyridine,  2-chloro-6-methyl- 
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278  C17H14N2O2 

l/f-Pyrazole-4-acetic  acid,  1,5-diphenyl- 


32702-05-9 


278  C17H14N2O2  4551-69-3 

3H-Pyrazol-3-one,  4-benzoyl-2,4-dihydro-5-methyl-2-phenyl- 


Me 


278  C17H14N2O2  28567-84-2 

2(l/f)-Pyrimidinone,  5-methoxy-4,6-diphenyl- 

Ph 


278  C17H14N2O2  31965-37-4 

l/f-l,4-Benzodiazepine-2,5-dione,  3,4-dihydro-4-methyl-3- 
(phenylmethylene)- 
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278  C17H14N2O2  40339-89-7 

Benzamide,  iV-l-isoquinolinyl-2-methoxy- 


278  C17H14N2O2  40339-90-0 

Benzamide,  N-l-isoquinolinyl-3-methoxy- 
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278  C17H14N2O2 

Benzamide,  N-l-isoquinolinyl-4-methoxy- 


40339-91-1 


278  C17H18N4  35975-23-6 

Pyrazinamine,  3,4,5,6-tetrahydro-6-irnino-AT-phenyl-4-(phe= 
nylmethyl)- 


,CH2Ph 


278  C17H26O3 

Undecanoic  acid,  11-phenoxy- 

H02C(  CH2  ) 1 0 OPh 


7170-44-7 


278  C17H26O3 

3-Decanone,  l-(4-hydroxy-3-methoxyphenyl)- 


CH2  CH2  C0(  CH2  ) 6 Me 


27113-22-0 
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278  C18H14O3  20958-18-3 

Phenanthro[3,2-6]furan-7,ll-dion'e,  8,9-dihydro-4,8-dimethyl- 


278  C18H14O3  54964-96-4 

Anthra[2,l-5]furan-4,5-dione,  l,2-dihydro-l,10-dimethyl- 
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278  CisHhOs  54964-97-5 

Anthra[2,3-6]furan-4,ll-dione,  2,3-dihydro-3,6-dimethyl- 


o 


Me  0 


278  CigHuOs  55090-57-8 

2-Naphthalenecarboxylic  acid,  6-methoxy-,  phenyl  ester 
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278  C18H18N2O  18992-52-4 

Quinoxaline,  2-butyl-3-phenyl-,  1-oxide 
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278  CisHuOs  56804-88-7 

Phenanthro[2,l-6]furan-4,5-dione,  2,3-dihydro-3,9-dimethyl- 
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Phosphine  oxide,  triphenyl- 
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278  C18H19BO2  24371-99-1 

1-Butaneboronic  acid,  cyclic  diphenylvinylene  ester 


Ph 


278  C18H30O2  463-40-1 

9,12,15-Octadecatrienoic  acid,  (Z,Z,Z)- 

HO2  C(  CH2  ) 7 CH  : CHCH2  CH  = CHCH2  CH  = CHE  1 
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278  C18H30O2  1153-34-0 

5/7-3, 5a-Epoxynaphth[2,l-c]oxepin,  dodecahydro-3,8,8,lla- 
tetramethyl-,  [3S-(3a,5aa,7aa,llad,Hba)]- 


210  220  230  240 


278  C18H30O2  1153-35-1 

5//-3,5a-Epoxynaphth[2,l-c]oxepin,  dodecahydro-3,8,8,lla- 
tetramethyl-,  [3.R-(3a,5aa,7a/?,lla/3,llba)]- 
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278  C18H30O2  38419-69-1 

6//-3,10b-Epoxy-l//-naphtho[2,l-5]pyran,  decahydro-3,4a,7,= 
7,10a-pentamethyl-,  [3S-(3a,4a/3,6aa,10a/3,10ba)]- 


278  C18H30O2  38419-74-8 

2//-3,5a-Epoxynaphth[2,l-6]oxepin,  dodecahydro-3,8,8,lla- 
tetramethyl-,  [3/f-(3a,5aa,7a/3,llaa,llb/3)]- 
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10-Heptadecen-8-ynoic  acid,  methyl  ester,  {E)~ 

Me  ( CH2  ) 5 CH  = CHC : C(  CH2  ) 6 C(  0)  OMe 


278  C18H30O2  22117-08-4 

5,8,1 1-Heptadecatrienoic  acid,  methyl  ester 

Me  ( CH2  ) 4 CH  = CH CH2  CH  = CHCH2  CH  = CH  ( CH2  ) 3 C(  0)  OMe 
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1,4-Benzenedipropanol,  a,a',7,7,7',7'-hexamethyl- 

CMe 2 CH2  CH  ( OH ) Me 

MeCH(OH)  CH2CM6  2 
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278  C19H18O2 

Estra-l,3,5,7,9,15-hexaen-17-one,  3-methoxy- 
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17/f-Cyclopenta[a]phenanthren-17-one,  ll,12,13,16-tetra= 
hydro-3-methoxy-13-methyl-,  (S)- 
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278  CigHisS  24964-01-0 

Benzo[6]naphtho[2,3-d]thiophene,  9,10-dihydro-6,7,8-trimethyl- 
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Eburnamenine 
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278  C19H22N2  32975-46-5 

Aspidospermidine,  1,2,6,7-tetradehydro-,  (5a,  12/3, 19a)- 
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278  C19H22N2  56293-10-8 

Condyfolan,  14,19-didehydro-16-methylene-,  (14E)- 


278  C19H34O 

1 ,9, 12-Octadecatriene,  1-methoxy- 


56554-59-7 


CH2 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


_J 

, llll 

10  20  30  40 

50  6 

0 70  80  90  100  110  120  130  140  150 

n 1 1 — 

Me ( CH2 ) 4 CH : CHCH2  CH  = CH ( CH2 ) 6 CH  = CHOMe 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


lDj. 

■l.i  ill. JlL 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

L 

278  C20H22O  16964-44-6 

4,6,8, 10, 12-Tridecapentaen-3-one,  7-methyl-13-phenyl- 

PhCH  = CHCH : CHCH  = CHCMe = CHCH  = CHCOE t 
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8d-Podocarpan-7/J-ol,  13,13-dimethyl- 
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8d-Podocarpan-7  «-ol,  1 3,1 3-dimethyl- 
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278  C20H22O  50592-53-5 

Cyclohexanone,  2,2-dimethyl-6,6-diphenyl- 
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278  C20H38  765-27-5 

1-Eicosyne 

HC  : C(  CH2  ) 1 7 Me 
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278  C20H38  54964-83-9 

Naphthalene,  decahydro-l,4-dimethyl-5-octyl- 


Me 


Me  ( CH2  ) 7 


278  C20H38 

Naphthalene,  2-decyldecahydro- 


CXJ 


( CH2 ) 9 Me 


54964-84-0 


278  C20H38  54964-85-1 

Naphthalene,  decahydro-2,6-dimethyl-3-octyl- 

jCCC 

Me  ( CH2  ) 7 Me 


278  C20H38  55712-56-6 

Decane,  5,6-bis(2,2-dimethylpropylidene)-,  ( E,Z)~ 


(CH2 ) j Me 

Me(CH,),  CC  = CHCMe, 
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CHCMe j 
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Naphthalene,  decahydro-l,6-dimethyl-3-octyl- 
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Me  ( CH2 ) 7 Me 
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Dibenz[a,/z]anthracene 
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Benzo[6]chrysene 
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214-17-5 
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279  BrClF3NP2S  27352M1-0 

Phosphorimidic  bromide  difluoride,  (chlorofluorophosphinothioyl)- 

S = PCI  FN  = PBrF2 
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279  CvHelNOs 

Salicylic  acid,  3-amino-5-iodo- 


22738-81-4 


279  C9H13NOS4  57289-09-5 

2,4,6,8-Tetrathiatricyclo[3.3.1.13 * S.7]decane-l-carboxamide,  3,5- 
dimethyl-,  (±)- 


H2NC0 


279  C9H14NO.I  2498-27-3 

Benzenaminium,  3-hydroxy-Ar,iV,Al-trimethyl-,  iodide 


NMei 
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279  C9H14NO.I  6545-97-7 

Benzenaminium,  4-hydroxy-Ar,Ar,iV-trimethyl-,  iodide 


N+ Me 
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279  C9H14NO.I  21405-07-2 

Benzenaminium,  2-hydroxy-AT,Af,./V-trimethyl-,  iodide 


aNMe3 
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279  CioHisFeNO  50837-72-4 

Propanamide,  3,3,3-trifluoro-iV,iV-bis(l-methylethyl)-2-(tri= 
fluoromethyl)- 

CF  3 
I 

( i -P  r ) 2 NCOCHCF  3 
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279  C11H12F3NO4  56805-13-1 

Acetamide,  2,2,2-trifluoro-N-[2-hydroxy-2-(4-hydroxy-3- 
methoxyphenyl)ethyl]- 

OH)  CH2NHCOCF3 


279  C11H13N5O2S  27042-75-7 

lH-Purine-2,6-dione,  7-ethyl-3,7-dihydro-8-(isothiocyanato= 
methyl)-!  ,3-dimethyl- 


1 

Me 


279  CnH2iN5Si2  17995-04-9 

9//-Purin-6-amine,  N,9-bis(trimethylsilyl)- 


MeaSi NM 


279  C12H9NO7  5823-37-0 

4H-l-Benzopyran-2-carboxylic  acid,  7-hydroxy-6-nitro-4-oxo-, 
ethyl  ester 


0 


279  C12H9NO7  30095-84-2 

4/7-l-Benzopyran-2-carboxylic  acid,  6-hydroxy-5-nitro-4-oxo-, 
ethyl  ester 


279  C12H9NO7  30192-14-4 

4/f-l-Benzopyran-2-carboxylic  acid,  7-hydroxy-8-nitro-4-oxo-, 
ethyl  ester 


02N 

0 

C(  0)  OE 1 

.1 

li 

10  20  30  40  50  60  70  80 

90  100  110  120  130  140  150 

1 u U 

1 L 

1 

— 1 1 1 1— 1 — 1 r“* r— 1 t" 1 1 i 1 1 — 

160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


2042 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


279 


279  CuHnN.BrH  17669-57-7 

8-Azabicyclo[3.2.1]oct-2-ene,  8-methyl-3-phenyl-,  hydrobromide 


• HBr 


279  C14H17NO3S  50267-22-6 

2-Oxa-6-azatricyclo[3.3.1.13'7]decane,  6-(phenylsulfonyl)- 


PhS02 


279  C14H17NO5  55044-38-7 

Acetamide,  A/-[2-(acetyloxy)-2-[4-(acetyloxy)phenyl]ethyl]- 


279  Ci5H29NSi2  57346-67-5 

Silanamine,  l,l,l-trimethyl-Ar-(l-methyl-2-phenylethyl)-iV- 
(trimethylsilyl)-,  (±)- 


S i Me  3 
I 

Ph  CH2  CHMe  NS i Me3 


279  C16H13N3O2  32589-67-6 

A2-l,2,4-Triazolin-5-one,  4-acetyl-l,3-diphenyl- 


0 


Ph 


279  C16H25NO3  3175-92-6 

Lycofawcine,  deacetyldidehydro- 
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279  C16H25NO3  5545-99-3 

Serratinine 


OH 


279  C16H25NO3  29414-86-6 

Dendroban-12-one,  10-hydroxy- 

Me 


279  C17H25N.CIH  956-90-1 

Piperidine,  l-(l-phenylcyclohexyl)-,  hydrochloride 
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279  C18H17NO2  22914-94-9 

1-Cyclohexene-l-glyoxylamide,  N-l-naphthyl- 
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279  C18H33NO  56600-04-5 

Pyrrolidine,  l-(l-oxo-9-tetradecenyl)- 

- C0(  CH2  ) r CH  = CH  ( CH2  ) 3 Me 


279  C19H21NO  4859-69-2 

Morpholine,  4-[2-phenyl-l-(phenylmethyl)ethenyl]- 

CHPh 

II 


279  C19H37N  28623-46-3 

Nonadecanenitrile 
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280  C9H12O2S4  55955-60-7 

2,4,6,8-Tetrathiatricyclo[3.3.1.13'7]decane-l-carboxylic  acid,  3,= 
5-dimethyl- 
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279  C20H25N  54965-39-8 

2-Naphthalenamine,  l,2,3,4-tetrahydro-AMl-methylethyl)-iV- 
(phenylmethyl)- 


HO2C 
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N(Pr-i  ) CH2  Ph 
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Dibenz[aj]acridine 


C21H13N 


224-42-0 


280  CsHeFeCL 

Acetic  acid,  trifluoro-,  l-butene-l,4-diyl  ester 

F3CC(  0)  0CH  = CHCH2CH2  0C(  0)  CF 3 


54965-25-2 
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280  C10H12N6O4  33422-66-1 

L-Threonine,  Ar-[(l//-purin-6-ylamino)carbonyl]- 


MeCH(  OH) CH( CO2H) NHCONH 
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280  C10H14F6O2 

5-Nonanol,  1,1,1,9,9,9-hexafluoro-,  formate 

( CH2  ) 3 cf3 
0 = CHOCH ( CH2 ) 3 CF3 


54699-53-5 
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280  CiiH2oN4OSi2  17962-89-9 

9H-Purine,  9-(trimethylsilyl)-6-[(trimethylsilyl)oxy]- 

Me  3 S i O 
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Si  Me 3 
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280  Ci2HioCl2Fe  12129-56-5 

F errocene,  (2,2-dichloroethenyl)- 


ch=cci2 


280  CnH2oN40Si2  55622-58-7 

6H-Purin-6-one,  l,7-dihydro-l,7-bis(trimethylsilyl)- 


0 Si  Me 3 


280  C11H20S4  57289-15-3 

2,4,6,8-Tetrathiabicyclo[3.3.1]nonane,  1,3, 3,5,7, 7-hexamethyl- 


280  C12H9I  1591-31-7 

l,l'-Biphenyl,  4-iodo- 
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3-Pyridinol,  2,2'-dithiobis [6-methyl- 
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280  C12H16N4O4  1527-97-5 

Hexanal,  (2,4-dinitrophenyl)hydrazone 

NHN  = CH(CH2  ) 4 Me 
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2-Hexanone,  (2,4-dinitrophenyl)hydrazone 


2348-17-6 
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280  C13H10CI2N2O  13208-19-0 

Urea,  A^N'-bis(2-chlorophenyl)- 

aNHCONH 
Cl  n 
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5i7-Dibenzo[c,/][l,2]diazepin-ll-ol,  3,8-dichloro-6,ll-dihydro- 
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280  Ci3Hi3Br02  56771-45-0 

17f-Cyclopenta[3,4]cyclobuta[l,2]benzene-l-carboxylic  acid,  3- 
bromo-2,3,3a,7b-tetrahydro-,  methyl  ester 


C(  O)  OMe 
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280  Ci3Hi7ClN2OSi  57396-96-0 

3/i-Pyrazol-3-one,  4-chloro-l ,2-dihydro-5-methyl-2-phenyl- 
l-(trimethylsilyl)- 


S i Me  3 
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Butane,  1 , 1 ' , 1 ' '-  [methylidy  netris  (thio)  ] tris- 
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280  C14H10CI2O2  55702-42-6 

[l,l'-Biphenyl]-2-carboxylic  acid,  4,4'-dichloro-,  methyl  ester 
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280  CuHieOe  55044-39- 

Benzenepropanoic  acid,  3,4-bis(acetyloxy)-,  methyl  ester 


280  CuhboCLSi  27798-70-5 

Cinnamic  acid,  3-methoxy-4-(trimethylsiloxy)-,  methyl  ester 

Me0^^5t_^CH:CHC(  0)  0Me 
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CH2CHC(  0)  OMe 
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280  CutLoCLSi  27750-71-6 

Cinnamic  acid,  3,4-dimethoxy-,  trimethylsilyl  ester 


Me0\^s5%^CH:CHC<  0)  0Si  Me3 
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280  Ci4H2o04Si  32342-05-5 

Cinnamic  acid,  4-methoxy-3-(trimethylsiloxy)-,  methyl  ester 


Me3  S i O^^^.CHiCHCI  0)  OMe 
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280  C14H24N4O2  36896-12-5 

Diimidazo[l,5-6:l',5'-e][l,4,2,5]dioxadiazine,  3,3a,8,8a-tetra= 
hydro-1, 3, 3, 3a, 6,8,8, 8a-octamethyl- 


Me 

J':,  -0- 


J—L 

5 • I 0 


280  CuHaNiSu  17814-46-9 

Ethylenediamine,  N'-phenyl-N,N-bis(trimethylsilyl)- 

SIMes 

PhNHCH2  CH2  NS i Me 3 
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280  Ci4H28N2Si2  17814-47-0 

3,6-Diaza-2,7-disilaoctane,  2,2,7,7-tetramethyl-3-phenyl- 

Mea  S i NHCH2  CH2  NPh S i Me3 
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280  Ci4H28N6  19455-90-4 

s-Tetrazine,  3,6-bis(dipropylamino)- 


280  C14H28N6  19455-91-5 

s-Tetrazine,  3,6-bis(diisopropylamino)- 


280  Ci5Hi2N402  21272-26-4 

Pyrazolidinetrione,  phenyl-,  4-(phenylhydrazone) 


0 


280  Ci5Hi2N402  32589-62-1 

lH-l,2,4-Triazole-3-carboxamide,  4,5-dihydro-5-oxo-Ar,l-di=: 
phenyl- 


280  CisHi-oOs  24394-14-7 

2,4-Pentadienoic  acid,  5-(8-hydroxy-l,5-dimethyl-3-oxo-6- 
oxabicyclo[3.2.1]oct-8-yl)-3-methyl-,  [lR-[la,5a,8S*(2Z,4E)]]- 


.N.  ,N( P r - i ) 2 
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2049 


280  C15H20O5  29817-43-4 

1,3-Cyclohexanedione,  2-(ethoxymethyl)-2-(2-hydroxy-6-oxo- 
1-cyclohexen-l-yl)- 


280  C15H24N2O3  19314-99-9 

Propionanilide,  4'-[2-hydroxy-3-(isopropylamino)propoxy]- 


OCH2CH(OH)  CH2  NHP  r - i 


280  Ci5H2403Si  21273-12-1 

Hexanoic  acid,  6-phenoxy-,  trimethylsilyl  ester 

M63Si  OC(O)  (CH2)5  0Ph 


280  C16H24O4  20350-15-6 

4/f-Cyclopent[/]oxacyclotridecin-4-one,  1,6, 7, 8, 9, 11a,  12, 13,= 
14,14a-decahydro-l,13-dihydroxy-6-methyl-,  [1S-(1/?*,2E,= 
6/?*,10E,lla/?*,13R*,14aS*)]- 


Me 
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280  Ci6H2802Si  16654-57-2 

Silane,  trimethyl[(7-phenoxyheptyl)oxy]- 

PhO(  CH2  ) 7 OS  i Me 3 


280  C17H16N2O2  6456-01-5 

2,4-Imidazolidinedione,  l,3-dimethyl-5,5-diphenyl- 


Me 
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280  C17H16N2O2  16459-56-6 

4-Imidazolidinone,  l-acetyl-5,5-diphenyl- 


0 


Ac 


2050 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


280 


280  C17H16N2O2  39588-47-1 

2,4-Imidazolidinedione,  3-ethyl-5,5-diphenyl- 


280  C17H25CIO  55955-96-9 

Benzene,  l-chloro-3,5-bis(l , l-dimethylethyl)-2-(2-propenyloxy)- 


Bu-t 


280  C17H28O3  37829-31-5 

3-Cyclohexene-l-propanoic  acid,  d,4-dimethyl-l-(2-methyl-l- 
oxopropyl)-,  ethyl  ester 


CHMe  CH2  C(  0)  OEt 
'.COCHMe2 
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280  C17H28O3  55712-54-4 

2-F uranmethanol,  tetrahydro-a,a,5-trimethyl-5-(4-methyl-3- 
cyclohexen-l-yl)-,  acetate 

AcOCMe2 
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280  C18H21BO2  31899-53-3 

1-Butaneboronic  acid,  cyclic  1,2-diphenylethylene  ester,  meso- 


( CH2  ) 3 Me 
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280  C18H32O2  60-33-3 

9,12-Octadecadienoic  acid  (Z,Z)- 

HO2  C(  CH2  ) 7 CH  : CHCH2  CH  = CH  ( CH2  ) 4 Me 


280  C18H32O2 

2-Cyclopentene-l-undecanoic  acid,  ethyl  ester 


( CH2  ) 1 0 C(  O)  OE  t 


3552-12-3 
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280  C18H32O2  10152-73-5 

Bicyclo[3.1.0]hexane-2-undecanoic  acid,  methyl  ester 


( CH2  ) 1 0 C(  O)  OMe 

O' 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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280  C19H20O2  30788-51-3 

Gona-l,3,5,7,9-pentaen-17-one,  13-ethyl-3-hydroxy- 


280  C19H20O2 

Estra-l,3,5,7,9-pentaen-17-one,  3-methoxy- 


3907-67-3 
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280  C19H20O2  5025-37-6 

Phenanthrene,  9-ethyl-3,6-dimethoxy-10-methyl- 


280  C19H20O2  33760-56-4 

ll//-Cyclopenta[a]phenanthren-17-ol,  12, 13,16, 17-tetrahydro- 
3-methoxy-13-methyl-,  (13S-cis)- 
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280  C19H20O2  17429-57-1 

Cyclohexanone,  6-furfurylidene-2,3-dimethyl-2-phenyl- 


280  C19H20O2  51262-24-9 

Gona-l,3,5,7,9-pentaen-17-one,  13-ethyl-3-hydroxy-,  (14/3)— 
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280  C19H24N2 

Condyfolan,  16-methylene- 


2670-56-6 
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280  C19H20O2  56909-17-2 

Peroxide,  1,1-dimethylethyl  4-phenanthrenylmethyl 


t -BuODCH2 


CH2 
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Uleine,  Af-demethyWV-ethyl- 


3620-78-8 
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280  C19H24N2  50-49-7 

5H-Dibenz[6,/]azepine-5-propanamine,  10,1 1-dihydro- A^N- 
dimethyl- 


( CH  2)3 NMe  2 
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Aspidofractinine 


C19H24N2 


6871-25-6 


280  C19H24N2  1850-33-5 

Indole,  2-[l-(3-ethylidene-l-methyl-4-piperidyl)vinyl]-3-methyl- 
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280  C19H24N2  56053-18-0 

Curan,  16,17-didehydro-,  (20£)- 


CH2 
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280  C19H24N2  56245-51-3 

Aspidospermidine,  1,2-didehydro-,  (5a, 12/3, 19a)- 


280  CigHseO  56196-06-6 

Cyclopropaneoctanal,  2-octyl- 

( CH2 )7  cho 

A. 

( CH2 ) 7 Me 
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280  C19H36O  56554-63-3 

1,9-Octadecadiene,  1-methoxy  (?,Z)- 

Me(CH2 )7  CH  = CH(CH2 )eCH=CHOMe 


100-1 

80- 

60- 

40- 

20- 

oL 1 ■ - 1 1— — 1 1 1 1 , 1 1 1 , h , 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


280  C20H24O 

Cyclohexanol,  2,4-bis(phenylmethyl)~ 


54965-38-7 


280  C20H40  1786-12-5 

Cyclotetradecane,  1,7,1  l-trimethyl-4-(l-methylethyl)- 


280  C20H40  3452-07-1 

1-Eicosene 


H2C  = CH( CH2 ) 1 7 Me 
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280  C20H40  56009-20-2 

Cyclohexane,  l-(l,5-dimethylhexyl)-4-(4-methylpentyl)- 

CHMe  ( CH2  ) 3 CHM6  2 

Me2  CH  ( CH2  ) 3 

100 
80 
60 
40 

20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 

80 

60 

40 

20 

0 


281  C11H15N5O4  1867-73-8 

Adenosine,  iV-methyl- 

MeNH 
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2-Hexadecene,  2,6,10,14-tetramethyl-  qo 
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7/f-Indeno[2,l-a]anthracen-7-one 
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280  C22H16  970-06-9 

Naphthalene,  1,7-diphenyl- 


HO  OMe 
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281  C11H15N5O4  15763-06-1 

Adenosine,  iV,6-didehydro-l,6-dihydro-l-methyl- 


NH 


281  C11H15N5O4  16526-56-0 

Adenosine,  2-methyl- 


281  C11H23NO3S2  3509-44-2 

Xylose,  4-acetamido-4,5-dideoxy-,  diethyl  mercaptal,  D- 

Ac  NHCHMe  CH(OH>CH(OH)  CH(SEt  )2 


281  Ci2H9BrFNO 

Aniline,  5-bromo-2-(p-fluorophenoxy)- 


31081-30-8 
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281  C12H15N3O5 

Acetanilide,  4'-terf-butyl-2',6'-dinitro- 


22503-15-7 
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281  C12H18F3NO3  54965-27-4 

2-Piperidinecarboxylic  acid,  l-(trifluoroacetyl)-,  1-methylpropyl 
ester 

C0CF3 
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_N_  .C(O)  06u -s 


CJ 


281  C12H18F3NO3  54965-28-5 

2-Piperidinecarboxylic  acid,  l-(trifluoroacetyl)-,  butyl  ester 

cocfs 
1 

,N  ^C(0)0(CH2  ) 3 Me 
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281  C12H18F3NO3  55044-14-9 

4-Piperidinecarboxylic  acid,  l-(trifluoroacetyl)-,  1-methylpropyl 
ester,  ( S )- 

aC(  0)  OBu  -s 

F3CCO 


281  C12H18F3NO3  57983-46-7 

L-Proline,  l-(trifluoroacetyl)-,  1-methylbutyl  ester 


COCF  3 
I 


C(  O)  OCHPrMe 


281  C12H18F3NO3  57983-47-8 

Proline,  3-methyl-l-(trifluoroacetyl)-,  1-methylpropyl  ester,  cis- 


C0CF3 

1 


Me 


281  C12H18F3NO3  57983-48-9 

Proline,  3-methyl-l-(trifluoroacetyl)-,  1-methylpropyl  ester,  trans- 

COCF  3 
I 

C(  O) OBu-s 


Me 


281  C13H12CINO2S  27551-11-7 

4-Thiazoleethanol,  2-(p-chlorophenyl)-,  acetate  (ester) 


Ac  OCH2CH2 


281  C13H17N2O5  37558-29-5 

ltf-Pyrrol-l-yloxy,  3-[[(2,5-dioxo-l-pyrrolidinyl)oxy]carbo= 
nyl]-2,5-dihydro-2,2,5,5-tetramethyl- 

Me 


C(  O)  0 
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281  Ci3Hi9N04Si  55638-48-7 

Glycine,  iV-[4-[(trimethylsilyl)oxy]benzoyl]-,  methyl  ester 


CONHCH2  C(  0)  OMe 


281  C13H19N3O4  33629-45-7 

Benzenamine,  4-(l,l-dimethylethyl)-Ar-(l-methylethyl)-2,6- 
dinitro- 


NO2 
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281  CisHzsNOzSiz  18406-05-8 

Benzoic  acid,  4-[(trimethylsilyl)amino]-,  trimethylsilyl  ester 


MesSi NH 


C(  0) OSi  Me3 


281  Ci3H23N02Si2  18406-07-0 

Anthranilic  acid,  N-(trimethylsilyl)-,  trimethylsilyl  ester 


nhsi Mea 
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281  Ci3H23N02Si2  55887-58-6 

Benzamide,  N-(trimethylsilyl)-2-[(trimethylsilyl)oxy]- 

OS  i Me  3 

CONHSi M03 
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281  Ci3H23N02Si2  56272-87-8 

Benzoic  acid,  2-amino-,  bis(trimethylsilyl)  deriv. 


+ 2TMS 


281  C15H11N3OS  18599-27-4 

Ethanone,  l-phenyl-2-(pyrido[3,4-d] pyridazin-5-ylthio)- 
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281  C15H11N3OS  18599-28-5 

Ethanone,  l-phenyl-2-(pyrido[3,4-c?]pyridazin-8-ylthio)- 

Ph  COCH2  S 

N 
I 
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281  C15H23NO4  51698-62-5 

Benzoic  acid,  4-[3-[(l,l-dimethylethyl)amino]-2-hydroxypropoxy]-, 
methyl  ester 
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,OCH2CH(  OH)  CH2  NHBu - t 


MeOC(  0) 


281  C15H11N3O3  146-22-5 

2H-1 ,4-Benzodiazepin-2-one,  1 ,3-dihydro-7-nitro-5-phenyl- 


Ph 
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281  CisHieCIN.CIH  13622-43-0 

Phenethylamine,  iV-benzyl-p-chloro-,  hydrochloride 


ci 


,CH2CH2NHCH2  Ph 
• HCI 


281  C15H27N3O2  56771-69-8 

L-Histidine,  N,l-bis(l-methylethyl)-,  1-methylethyl  ester 


i -Pr 


281  C16H27NO3  3175-91-5 

Lycofawcine,  deacetyl- 


281 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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281  C16H27NO3  5532-22-9 

Serratinane-5,8.13-triol,  (5a,8a,13S)- 


OH 


281  C18H19NO2  4846-19-9 

4/f-Dibenzo[de,g]quinoline,  5,6,6a,7-tetrahydro-l,2-dimethoxy-, 

(R)~ 
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281  C18H19NO2  24695-70-3 

7a,9c-(Iminoethano)phenanthro[4,5-6cd]furan,  4aa,5-dihydro- 
3-methoxy-12-methyl- 
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281  C18H35NO  301-02-0 

9-Octadecenamide,  (Z)- 

H2NCO(CH2)7CH  = CH(CH2)7Me 


281  C18H35NO  3322-62-1 

9-Octadecenamide 

H2  NCO(  CH2  ) 7 CH  : CH(  CH2  ) 7 Me 


281  C19H23NO  1816-06-4 

Morphinan,  7,8-didehydro-3-methoxy-17-methyl-6-methylene-, 
(-)- 

CH2 


MeO 


281  C19H23NO  17939-34-3 

14a-Morphinan,  7,8-didehydro-3-methoxy-17-methyl-6- 
methylene- 

CH2 


MeO 
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281  C19H23NO  25584-28-5 

Indole-3-carboxaldehyde,  2-(  1 , l-dimethylallyl)-6-(3-methyl- 
2-butenyl)- 


CMe  2 CH  = CH2 


= 0 


281  C19H39N 

Pyrrolidine,  l-methyl-2-tetradecyl- 


(CH2  )i  3 Me 


3447-09-4 


281  C20H27N  15793-40-5 

Benzenepropanamine,  AT-(l,l-dimethylethyl)-a:-methyl-^y-phenyl- 

Ph 2 CHCH2  CH ( NHBu - 1 ) Me 


282  C3AsF9  432-02-0 

Arsine,  tris(trifluoromethyl)- 

CF  3 
I 

F 3 CAs  CF  3 


282  C5F10S  24345-52-6 

2H-Thiopyran,  2,2,3,3,4,4,5,5,6,6-decafluorotetrahydro- 


F F 
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282  CsHuPb  1762-26-1 

Plumbane,  ethyltrimethyl- 

Me3  PbE  t 


282  CeCle  118-74-1 


Benzene,  hexachloro- 
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ci 
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282  CeCle  6317-25-5 

1,3-Cyclopentadiene,  l,2,3,4-tetrachloro-5-(dichloromethylene)- 
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282  C6H4BrI 

Benzene,  l-bromo-2-iodo- 
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282  C6H4BrI 

Benzene,  l-bromo-4-iodo- 


589-87-7 
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282  CeH4BrI  591-18-4 

Benzene,  l-bromo-3-iodo- 


282  C6H7F4I  40723-84-0 

1-Hexene,  3,3,4,4-tetrafluoro-6-iodo- 

H2  C = CHCF  2 CF2  CH2  CH2  I 


282  CsHsCIMoOa  12128-23-3 

Molybdenum,  tricarbonylchloro(775-2,4-cyclopentadien-l-yl)- 


oc  co 
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282  C9H14S5  17443-92-4 

2,4,6,8,9-Pentathiaadamantane,  1,3,5,7-tetramethyl- 


Me 


Me 
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282  C11H14N4O5  2140-73-0 

Inosine,  1-methyl- 
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HO  OH 


282  C9H14S5  57274-35-8 

2,4,6,8-Tetrathiatricyclo[3.3.1.13.7]decane-l-thiol,  3,5,7-trimethyl- 


Me 


SH 
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282  CioHisCUSe  20846-68-8 

Pentanoic  acid,  5,5'-selenobis- 

H02C(  CH2  ) 4 Se  ( CH2  ) 4 CO2H 
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282  CiiHiiBrN202  28740-57-0 

A^l^^-Oxadiazolin-S-one,  4-(p-bromophenyl)-2-isopropyl- 
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282  C11H14N4O5  3638-33-3 

Pentanal,  5-hydroxy-,  (2,4-dinitrophenyl)hydrazone 


02N 


NHN  = CH ( CH2  )40H 
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282  CUH14N4O5  56335-69-4 

Butanal,  3-hydroxy-3-methyl-,  (2,4-dinitrophenyl)hydrazone 
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282  C12H8CIO2PS  31121-36-5 

Phenothiaphosphine,  2-chloro-10-hydroxy-,  10-oxide 
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282  C12H10O8  14090-99-4 

1,4-Naphthoquinone,  2,5,7,8-tetrahydroxy-3,6-dimethoxy- 


282  C12H14N2O6  41547-71-1 

3,6-Epoxy-2/f,8H-pyrimido[6,l-5][l,3]oxazocine-8,10(9/f)-dione, 
4-(acetyloxy)-3,4,5,6-tetrahydro-ll-methyl-,  [3/?-(3o,4d,6a)]- 


Me 
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282  C12H18N4S2  19844-52-1 

Thiazolo[5,4-d]pyrimidine,  2-(butylamino)-5-(propylthio)- 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


iL L 

Jjj JiLl ..  .III. JiL . -Ill  1 . ... jkl JliL 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

Ii.l-I  - - - .i.i.i  ■ _ 

..111,. llijli.  II—  ■ !•  l|" 

1- 

N ,*■ 

ll , ^ 

282  C12H10O8  54725-02-9 

1,4-Naphthalenedione,  2,3,5,8-tetrahydroxy-6,7-dimethoxy- 


0 OH 


0 OH 


282  C12H20B2O6  31748-02-4 

Tartaric  acid,  anhydride  with  1-butaneboronic  acid  (1:2),  cyclic 
1,3:4, 2-diester 
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282  C13H9F3N2O2  4394-00-7  282  Ci3Hi8N2Se  22037-09-8 

3-Pyridinecarboxylic  acid,  2-[[3-(trifluoromethyl)phenyl]  amino]-  Selenocyanic  acid,  p-(dipropylamino)phenyl  ester 


cf3 


282  Ci3H9MnN03  56784-33-9 

Manganese(l+),  dicarbonylnitrosyl[(l,2,3,4,5-T/)-l-phenyl-2,4- 
cyclopentadien-l-yl]- 


Ph 

7 


282  C13H10C0F3  55991-82-7 

Cobalt,  (7j5-2,4-cyclopentadien-l-yl)[(l,2,3,4-77)-5-(3,3,3-tri= 
fluoro-l-propynyl)-l,3-cyclopentadiene]- 


P r 2 N 


SeCN 
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282  Ci3H2203Si2  2078-13-9 

Benzoic  acid,  4-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 


Me  3 S i 


C ( O ) OS  i Me  3 


282  Ci3H2203Si2  3782-84-1 

Benzoic  acid,  3-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 


OS  i Me  3 


C:CCP3 


282  Ci3H2203Si2  3789-85-3 

Benzoic  acid,  2-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

OS  i Me  3 

C(  O)  OS i Me 3 
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282  Ci3H2203Si2 

Benzaldehyde,  2,4-bis(trimethylsiloxy)- 


33617-38-8 


282  Ci3H2203Si2 

Benzaldehyde,  2,5-bis[(trimethylsilyl)oxy]- 


56114-69-3 


V/^0SiMe3 
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282  C13H24B2O5  52572-01-7 

a-D-Xylofuranose,  cyclic  l,2:3,5-bis(butylboronate) 


Me(CHg)j — B'  | 0 

0 — B— (CH2)3Me 
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282  C14H9CI3  1022-22-6 

Benzene,  l,l'-(chloroethenylidene)bis[4-chloro- 


CHCI 


282  CuHioFeOs  12154-94-8 

Iron,  benzoyldicarbonyl(775-2,4-cyclopentadien-l-yl)- 


H 


282  CuHisOe  25864-65-7 

Bicyclo[2.2.2]oct-2-ene-2,3-dicarboxylic  acid,  l-hydroxy-8,8- 
dimethyl-5-oxo-,  dimethyl  ester 

OH 
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282  C14H22N2O4  57397-45-2 

2,4,6(l//,3H,5/f)-Pyrimidinetrione,  l,3-dimethyl-5-(l-methyl= 
butyl)-5-(oxiranylmethyl)- 


0 


1 

Me 


282  Ci4H2204Si  55590-92-6 

Benzeneacetic  acid,  3-methoxy-4-[(trimethylsilyl)oxy]-,  ethyl  ester 


CH2C(  0)  OEt 


282  C14H26O2S12  36461-33-3 

Silane,  [bicyclo [4.2.0] octa-3,7-diene-7,8-diylbis(oxy) ] bis [trimethyl- 


Me  3 S i 0 


282  C14H32AI2N2  36523-33-8 

Aluminum,  tetramethyldi-ju-l-piperidinyldi- 


-H3C  CH3- 


282  C15H22N2O.CIH  1722-62-9 

2-Piperidinecarboxamide,  Af-(2,6-dimethylphenyl)-l-methyl-, 
monohydrochloride 


Me  Me 


282  C15H22O5  469-30-7 

2-Cyclopenten-l-one,  3,4,5-trihydroxy-5-(3-methyl-2-bute- 
nyl)-2-(3-methyl-l-oxobutyl)- 


Me2  CHCH2  CO 


CH2  CH  = CMe2 
‘OH 
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282  C15H23CIN2O 

Urea,  1 , l-dibutyl-3-(m-chlorophenyl)- 

( CH2  ) 3 Me 
1 

NHCON(CH2  ) 3 Me 


15442-04-3 


282  C16H14N2O3  18265-01-5 

Acetamide,  N-(9,10-dihydro-7-nitro-2-phenanthryl)- 
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282  C16H11CIN2O 

2(l//)-Pyrimidinone,  5-chloro-4,6-diphenyl- 

°YNYPh 

HNV^c, 


28567-83-1 


282  C16H30N2O2  35046-17-4 

Propanamide,  7V-[l-methyl-l-[4-methyl-4-[(l-oxopropyl)  = 
amino]cyclohexyl]ethyl]- 
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282  CieHuNaOS 

2-Imidazolidinethione,  l-benzoyl-3-phenyl- 
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^"N^N-COPh 

VJ 


55044-49-0 
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282  C1-H14O4 

Anthraquinone,  l,4-dihvdroxy-2-propyl- 


3368-29-4 
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282  C17H14O4  21392-57-4 

4H-l-Benzopyran-4-one,  5,7-dimethoxy-2-phenyl- 


282  C17H14O4  55044-50-3 

lH-Naphtho[2,l-6]pyran-l-one,  3-acetyl-8-methoxy-2-methyl- 


282  C17H14O4  33500-23-1 

Flavone,  5-hydroxy-4'-methoxy-7-methyl- 


282  C17H14O4  40800-98-4 

3-Benzofurancarboxylic  acid,  2-[(2-hydroxyphenyl)methyl]-,  methyl 
ester 


282  C17H14O4  55044-51-4 

l//-Naphtho[2,l-5]pyran-l-one,  3-acetyl-7-methoxy-2-methyl- 


282  CisHisOa  37730-15-7 

Cyclopropanecarboxylic  acid,  2-methoxy-2, 3-diphenyl-,  methyl 
ester,  (la, 2/3, 3/3)- 


Ph 


A» 

MeOC(O)  'oMe 
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282  CisHisOs  55700-34-0 

Cyclopropanecarboxylic  acid,  2-methoxy-2, 3-diphenyl-,  methyl 
ester,  (la, 2a, 3(3)- 

Ph 

A- 

MeOC(O)  OMe 


282  C18H34O2  112-80-1 

9-Octadecenoic  acid  (Z)- 

Me  ( CH2  ) 7 CH  = CH  ( CH  2 ) 7 CO2  H 


282  C18H34O2  10152-61-1 

Cyclopropaneoctanoic  acid,  2-hexyl-,  methyl  ester 


Me ( CH2  ) 5 ( CH2  ) 7 C(  O)  OMe 
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282  C18H34O2  55101-07-0 

7-Hexadecenoic  acid,  14-methyl-,  methyl  ester,  [ R-(Z )]- 

MeOC(O) (CH2 )5  CH  = CH( CH2 ) 5 CHMe CH2 Me 


282  C19H19FO  56701-23-6 

F uran,  2-(2-fluoro-3,3-diphenyl-2-propenyl) tetrahydro- 


282  C18H34O2  502-26-1 

2(3//)-Furanone,  dihydro-5-tetradecyl- 

( CH2 ) 1 3 Me 
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282  C18H34O2  1787-09-3 

1-Hexadecen-l-ol,  acetate 

Ac  OCH  = CH  ( CH2  ) 1 3 Me 
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CH2CF=CPh2 


282  C19H22O2 

Androsta-l,4,6-triene-3,17-dione 


633-35-2 


2070 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


282 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


282  C19H22O2  1670-49-1 

Estra-l,3,5(10),9(ll)-tetraen-17-one,  3-methoxy- 


282  C19H22O2  55044-13-8 

Benzene,  l,l'-(l-ethyl-2-methyl-l,2-ethenediyl)bis[4-methoxy- 


Me 


282  C19H22O2  6885-44-5 

Estra-l,3,5(10),8-tetraen-17-one,  3-methoxy- 

Me 
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282  C19H22O2  17748-68-4 

Estra-l,3,5(10),15-tetraen-17-one,  3-methoxy- 

Me 


282  C19H22O2  55836-43-6 

3-Heptanone,  5-hydroxy-l  ,7-diphenyl- 

Ph  CH2  CH2  CH  ( OH ) CH2  COCH2  CH2  Ph 


282  C19H22O2  58072-55-2 

l(2//)-Chrysenone,  3,4,4a,5,6,ll,12,12a-octahydro-8-methoxy-, 
(4aS-cis)- 
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282  C19H26N2  2772-71-6 

Condyfolan,  16-methyl- 


282  C19H26N2  2912-09-6 

Aspidospermidine 


H 


282  C19H26N2  3484-71-7 

Apparicine,  iV^-methyltetrahydro- 

CHMe 


282  C19H26N2  4850-21-9 

2/f-3,7-Methanoazacycloundecino[5, 4-5]  indole,  7-ethyl-l,4,5,= 
6,7,8,9,10-octahydro-,  (/?)- 


282  C19H26N2  52059-43-5 

Benzeneethanamine,  4-(dimethylamino)-iV-methyl-N-(2- 
phenylethyl)- 


Me  2 N 


282  C19H26N2  55320-35-9 

l.H-Carbazole-2-ethanamine,  3-ethyl-2,3,4,9-tetrahydro-./V,N- 
dimethyl-l-methylene- 
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282  C19H38O  26537-06-4 

Ether,  methyl  1-octadecenyl 

Me  OCH  = CH  ( CH2  ) 1 5 Me 


.11  _ .In.  .ill. 

■ ,li  , .ili..  ... . , 

-I 1 1— — t “"—I -r- 1 ***  t 1 r— 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2072 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


282 


100 

80 

60 

40 

20 

0 


282  CigHasO  56847-01-9 

9-Octadecene,  1-methoxy-,  (E)- 

MeO(  CH2  ) 8 CH  = CH(  CH2  ) 7 Me 
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282  C20H14N2  1684-14-6 

Quinoxaline,  2,3-diphenyl- 


282  C20H26O  55044-09-2 

Benzene,  l,l'-(oxydi-2,l-ethanediyl)bis[3-ethyl- 

CH2CH2OCH2CH2 


Et  Et 


282  C20H42  112-95-8 

Eicosane 

Me  ( CH2  ) 1 8 Me 


282  C20H26O  24085-65-2 

Ether,  bis(p-£er£-butylphenyl) 
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282  C20H42  504-44-9 

Hexadecane,  2,6,11,15-tetramethyl- 

Me  2 CH  ( CH2  ) 3 CHMe  ( CH 2)4  CHMe  ( CH2  ) 3 CHMe2 


282  C20H42  638-36-8 

Hexadecane,  2,6,10,14-tetramethyl- 

Me2  CH  ( CH2  ) 3 CHMe  ( CH 2 ) 3 CHMe  ( CH2  ) 3 CHMe  CH2  Me 
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282  C20H42  6912-07-8 

Hexadecane,  5-butyl- 

( CH2 ) 1 0 Me 

1 

Me  ( CH2  ) 3 CH  ( CH2  ) 3 Me 


282  C20H42  55044-10-5 

Heptadecane,  4-propyl- 

P r 2 CH ( CH2  ) 1 2 Me 


282  C21H14O  1801-42-9 

lH-Inden-l-one,  2,3-diphenyl- 


282  C21H14O  3343-07-5 

BenzL/’]aceanthrylen-l(2/f)-one,  3-methyl- 
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282  C21H14O  54458-81-0 

9-Anthracenecarboxaldehyde,  10-phenyl- 


Ph 


CH  1 C 


282  C21H30  7225-71-0 

Undecane,  l-(l-naphthyl)- 

( CH2  ) 1 0 Me 
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282  C21H30  40650-56-4 

lH-Trindene,  2,3,4,5,6,7,8,9-octahydro-l,l,4,4,7,7-hexamethyl- 
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282  C21H30 

Benzene,  1 ,3,5-tris(3-methyl-3-butenyl)- 


55124-94-2 


H2  C = CMe  CH2  CH 


CH2  CH2  CMe  : CH2 


CH2  CH2  CMe : CH2 
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282  C21H30  55682-87-6 

1H-Trindene,  2,3,4,5,6,7,8,9-octahydro-l,l,4,4,9,9-hexamethyl- 


Me  Me 


Me  Me 


282  C22H18 

1,1 '-Binaphthalene,  8,8'-dimethyl- 


32693-05-3 


282  C22H18 

l,l'-Binaphthalene,  2,2'-dimethyl- 


32834-84-7 


282  C22H18 

l,l'-Binaphthalene,  3,3-dimethyl- 


34042-82-5 
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283  C4H2F9NOS  51735-84-3 

1-Butanesulfinamide,  1,1,2,2,3,3,4,4,4-nonafluoro- 


H2NS(0)CF2CF2CF2CF3 


283  C5F11N 

Imidocarbonyl  fluoride,  (nonafluorobutyl)- 

F2C  = NCF2CF2CF2CF3 


424-32-8 


283 
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283  C9H26N03PSi2  53044-30-7 

Phosphonic  acid,  (1-aminopropyl)-,  bis(trimethylsilyl)  ester 

CH(NH2  )Et 
i 

Me  3 S i OP  OS  i Me  3 
II 
0 


283 

Guanosine 


C10H13N5O5 


118-00-3 


x,  o 

H,Nr 


HOCH2 
‘ ,0 
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283  CioHieFsNOsSi  52558-87-9 

L-Proline,  l-(trifluoroacetyl)-,  trimethylsilyl  ester 


^ ^ C(  O)  OSi  M63 


10 

20  30  40  50  60  70  80 

30  100  110 

120  130  140  150 

L 

1, 

160 

170  180  190  200  210  220  230  240  250  260 

270  280  290  300 

CiiHi6F3NC>4 

23403-45-4 

283 

L-Proline,  4-hydroxy-l-(trifluoroacetyl)-,  butyl  ester,  trans- 

COCF  3 
I 

C<  0)  0<  CH2  1 3 M® 
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283  C^HisNChSe 

Acetic  acid,  [[2-(l/f-indol-3-yl)ethyl]seleno]- 


1140-74-5 


283  CioH13N505 

Adenosine,  l,2-dihydro-2-oxo- 


1818-71-9 


Hn^3 

>CH, 


0 N 

hoch2 


CH2  CH2  Se  CH2  CO2  H 
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283  C12H14FN3O4  51306-42-4 

1 ,2,3,4-Butanetetrol,  l-[2-(2-fluorophenyl)-2if-l,2,3-triazol-4-yl]-, 

[1R-(1R*,2S*,3R*)]~ 


CH(  OH)  CH(  OH)  CH(  OH)  CH2  OH 


283  C12H17N3O5  27930-49-0 

Thymidine,  5'-amino-5'-deoxy-,  3'-acetate 


283  C12H20F3NO3  2796-38-5 

L-Leucine,  iV-(trifluoroacetyl)-,  butyl  ester 

CH2  CHMe2 
I 

Me ( CH2 ) 3 OC( 0) CHNHCOCF  3 


283  C12H20F3NO3  16974-96-2 

Leucine,  N-(trifluoroacetyl)-,  sec-butyl  ester,  L- 

CH2  CHMe2 
I 

F3CCONHCHC(  O)  OBu-s 
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HN  il 


h2nch2 
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283  C12H20F3NO3 

L-Isoleucine,  iV-(trifluoroacetyl)-,  butyl  ester 

CHMe  CH2  Me 
I 

Me  ( CH2 ) 3 0C( 0) CHNHCOCF3 


2505-28-4 


1 V* r-11 
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283  C12H20F3NO3  16974-97-3 

Isoleucine,  iV-(trifluoroacetyl)-,  sec-butyl  ester,  L- 


C(  0) OBu-s 

F 3 CCONHCHCHMe CH2 Me 


283  C12H20F3NO3 

L-Norleucine,  iV-(trifluoroacetyl)-,  butyl  ester 

(CH2  ) 3 Me 

Me  ( CH2 ) 3 OC( O) CHNHCOCF 3 


55044-47-8 
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283  C12H20F3NO3  57983-24-1 

Hexanoic  acid,  6-[(trifluoroacetyl)amino]-,  1-methylpropyl  ester 

s -Bu  OC( 0) ( CH2 ) 5 NHCOCF  3 


283  C12H20F3NO3  57983-39-8 

L-Isovaline,  N-(trifluoroacetyl)-,  1-methylbutyl  ester 

P r CHMe  0C( 0) CE  t Me  NHCOCF  3 


283  C12H20F3NO3  57983-40-1 

L-V aline,  AMtrifluoroacetyl)-,  1-methylbutyl  ester 

CHMe  2 
I 

F3CCONHCHC( 0) OCHPrMe 


283  C12H20F3NO3  57983-58-1 

Butanoic  acid,  2-[(trifluoroacetyl)amino]-,  1-methylpentyl  ester 

F 3 CCONHCHE t C(  0) OCHMe ( CH2 ) 3 Me 


283  C12H20F3NO3  57983-76-3 

L-Norleucine,  N-(trifluoroacetyl)-,  1-methylpropyl  ester 

( CH2  ) 3 Me 

s-BuOC(O)  CHNHCOCF 3 


283  C12H20F3NO3  57983-79-6 

Butanoic  acid,  3-[(trifluoroacetyl)amino]-,  1-methylpentyl  ester 

Me  ( CH2  ) 3 CHMe  0C(  0)  CH2  CHMe  NHCOCF  3 


283  C12H20F3NO3  57983-57-0  283  Ci3H14C1N04  54139-62-7 

L-Alanine,  iV-methyl-N-(trifluoroacetyl)-,  1-methylpentyl  ester  Glycine,  N-[[3-chloro-4-(2-propenyloxy)phenyl]acetyl]- 


F 3 CCONMe  CHMe  C ( 0)  OCHMe  ( CH2  ) 3 Me 


CH2CONHCH2C02H 
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283  C14H13N5O2  55044-48-9 

l/f-Pyrimido[4,5,6-ij][2,7]naphthyridine-6-carbonitrile,  2- 
ethyl-5,8-dimethoxy- 


Et 


283  CieHisNCU  477-82-7 

l,3-Dioxolo[4,5-6]acridin-10(5//)-one,  ll-methoxy-5-methyl- 


0 OMe 


I 

Me 


283  C16H13NO4  56051-45-7 

2-Naphthalenebutanoic  acid,  7-cyano-l,4-dihydro-3-methyl- 
1,4-dioxo- 


0 


283  C16H29NO3  56817-99-3 

1-Aziridinedecanoic  acid,  2,2-dimethyl-i-oxo-,  ethyl  ester 


Me 


VCO(CH2  ) 8 C(  0)  OEt 


283  CnHuClNO  32589-54-1 

Cyclopropanecarbonitrile,  l-(p-chlorophenyl)-2-(p-methoxy= 
phenyl)- 


283  C17H17NO3  2241-43-2 

Spiro[2,5-cyclohexadiene-l,7'(r/7)-cyclopent[j7]isoquinolin]-4-one, 
2',3',8',8'a-tetrahydro-5'-hydroxy-6'-methoxy-,  (R)- 


283 
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283  C1-H17NO3  30271-19-3 

Phenol,  4-[(5,6,7,8-tetrahydro-l,3-dioxolo[4,5-g]isoquinolin-5- 
yl)methyl]-,  ( R )- 


283  C16H21NO2  15778-79—7 

Isoquinoline,  l,2,3,4-tetrahydro-6-methoxy-2-methyl-7-(phe= 
nylmethoxy)- 


Cl 


ch2 
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283  C17H17NO3  52512-35-3 

2-Oxazolidinone,  4-hydroxy-3-phenyl-4-(2-phenylethyl)- 


Nv  ^,CH2  CH2  Ph 
OH 
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283  CnHnNOs  55760-06-0 

4-Pentynamide,  2-acetyl-iV-(2-methoxyphenyl)-2-(2-propynyl)- 
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283  C18H21NO2  36646-87-4 

Isoquinoline,  l,2,3,4-tetrahydro-7-methoxy-2-methyl-8-(phe= 
nylmethoxy)- 


PhCH2  0 

"ro 


Till! 

L L 
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283  C18H25N3  32869-56-0 

p-Phenylenediamine,  N,N,iV'-trimethyl-N'-[2-(iV-methyl= 
anilino)ethyl]- 


Me2  N 


NMe  CH2  CH2  NMePh 


CH2  C:  CH 

I 

aNHCOCCH2  C : CH 
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283  C18H25N3  32869-59-3 

m-Phenylenediamine,  AT,iV,iV,-trirnethyl-Af,-[2-(./V-methyl= 
anilino)ethyl]- 

NMeCH2  CH2  NMePh 
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NM6  2 


283  CisHsvNO  124-26-5 

Octadecanamide 

Me  ( CH2 ) 1 6 CONH2 


283  C18H37NO  4088-41-9 

Acetamide,  AC/V-dioctyl- 

Me  ( CH2  ) 7 N(  Ac)  (CH2  )7Me 


283  C19H25NO  152-02-3 

Morphinan-3-ol,  17-(2-propenyl)- 


1 ,1,  nljil.  Il.^iiill  1. 
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283  C19H25NO  3894-27-7 

Morphinan,  6,7-didehydro-3-methoxy-6,17-dimethyl- 
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283  C19H25NO  3964-06-5 

Morphinan,  5,6-didehydro-3-methoxy-6,17-dimethyl- 


— Ju- 
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l_li ,Li ^ 
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283  C19H25NO  47109-56-8 

Morphinan,  3-methoxy-17-methyl-6-methylene- 


CH2 


284 
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283  C20H29N  7634-75-5 

Quinoline,  8-pentyl-3,6-dipropyl- 


Me  ( CH2 ) 4 


283  C20H29N  7704-88-3 

5a-Androst-16-ene-17-carbonitrile 


Me 


283  C20H29N  10372-06-2 

Quinoline,  3-pentyl-6,8-dipropyl- 

Pr 


Pr  ( CH2  ) 4 Me 


283  C21H17N  6121-45-5 

lH-Indole,  1 -methyl-2, 3-diphenyl- 


Me 

I 


Ph 


283  C21H17N  56114-47-7 

7H-Dibenzo[5,g]carbazole,  7a,8-dihydro-7a-methyl- 


H 

Me 


284  C3CI6F2  661-96-1 

Propane,  1,1, 1,2,2, 3-hexachloro-3,3-difluoro- 

C13CCC12CC1F2 
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284 

C6H2Cl6 

55044-46-7 

Cyclobutane,  1,2-dichloro  3,4-bis(dichloromethylene)- 
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284  CgEhiCISn 

Stannane,  chlorotripropyl- 


2279-76-7 


284  C10H15F3N2O4  5680-78-4 

L-Valine,  N-[A-(trifluoroacetyl)glycyl]-,  methyl  ester 

CHM62 

I 

F3CC0NHCH2C0NHCHC(0) OMe 
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284  C10H12N4O4S  7372-49-8 

Propionaldehyde,  3-(methylthio)-,  (2,4-dinitrophenyl)hydrazone 

NHN : CHCH2 CH2  SMe 


O2N 


284 

Xanthosine 


C,oHi2N406 


146-80-5 
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HN 

0^'N 
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'l 


284  CnH2oN203Si2  56272-56-1 

4-Pyrimidinecarboxaldehyde,  2,6-bis[(trimethylsilyl)oxy]- 


Me3  S i ^CH  = 0 
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284  CiiH2oN203Si2  56272-57-2 

5-Pyrimidinecarboxaldehyde,  2,4-bis[(trimethylsilyl)oxy]- 


N 0®  i Me  3 


OS  i Me  3 


284  C11H24O4S2 

D-Arabinose,  dipropyl  mercaptal,  D- 

HOCH2CH(  OH)  CH(  OH)  CH(OH)  CH(  SPr  )2 


3767-33-7 
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284  C11H24O4S2  55836-49-2 

Galactose,  6-deoxy- 2-0-methyl-,  diethyl  mercaptal 

( El  S)  2CHCH(  OMe)  CH(  OH)  CH(  OH)  CH(  OH)  Me 


284  C12H7F2O2PS  55255-69-1 

lOH-Phenothiaphosphine,  2,7-difluoro-10-hydroxy-,  10-oxide 

ho  0 
\// 


284  C12H9CIO2S2  1142-97-8 

Benzenesulfonothioic  acid,  4-chloro-,  S-phenyl  ester 


Cl 
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284  C12H16N2O6  362-43-6 

Uridine,  2',3'-0-(l-methylethylidene)- 
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284  C12H16N2O6  41547-69-7 

3,6-Epoxy-2/f,8//-pyrimido[6,l-6][l,3]oxazocine-8,10(9/f)-dione, 
3,4,5,6-tetrahydro-4,5-dimethoxy-9-methyl-,  [3/?-(3a,4/3,5/3,6a)]- 


284  C12H17N2O4P  33866-50-1 

Phosphonic  acid,  [3-(aminocarbonyl)-2-(4-methylphenyl)-2- 
aziridinyl]-,  dimethyl  ester 


H2NC0 


1 1 11  1 1 111 

ll  1 , . 

1 Hi L 

10  20  30  40  50  60  70  80  9< 

100  110  120  130  140  150 

: 

4 1 

— I 1 1 < 1 ' ' 1 H 1 1 L-I ! — ‘ 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


2084 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


284 


284  C12H20S11  7393-43-3 

Stannane,  tetra-2-propenyl- 


CH2CH  = CH2 
I 

H2C  = CHCH2SnCH2CH:CH2 
I 

H2  C : CHCH2 
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284  Ci2H24N202Si2  31111-32-7 

Pyrimidine,  4,5-dimethyl-2,6-bis[(trimethylsilyl)oxy]- 


Me 


284  Ci2H24N202Si2  31167-05-2 

Pyrimidine,  5-ethyl-2,4-bis[(trimethylsilyl)oxy]- 


OS  i Me  3 


284  Ci2H28N2Si3  52805-97-7 

lH-Pyrazole,  l,3,4-tris(trimethylsilyl)- 


Me  3 S i 
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284  Ci2H28N2Si3  52805-98-8 

1/f-Pyrazole,  l,4,5-tris(trimethylsilyl)- 


S i Me  3 


284  C13H7CI3O  33093-42-4 

Benzophenone,  3,4,4'-trichloro- 


284  C13H7CI3O  33146-57-5 

Methanone,  (4-chlorophenyl)  (2,4-dichlorophenyl)- 
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284  C13H16O3S2  36122-41-5 

Butanoic  acid,  4-[[(4-methoxyphenyl)thioxomethyl]thio]-,  methyl 
ester 
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284  C14H11CI3  6952-08-5 

Benzene,  l-chloro-4-(2,2-dichloro-l-phenylethyl)- 


ci 


CHPhCHCI 
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284  C14H12N4O3  4250-90-2 

Benzo[g]pteridine-10(2/f)-acetaldehyde,  3,4-dihydro-7,8-di= 
methyl-2,4-dioxo- 


284  C14H20O6  25864-66-8 

Bicyclo[2.2.2]octane-2,3-dicarboxylic  acid,  l-hydroxy-8,8-di= 
methyl-5-oxo-,  dimethyl  ester 


284  C14H20O6  55724-17-9 

Tricyclo[3. 3.1. 13-7]  decane-1, 3-dicarboxylic  acid,  4,8-dihydroxy-, 
dimethyl  ester 


CH2CH0 
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284  C14H 17CIO4  55255-66-8 

Phenol,  4-[2-[2-(chloromethyl)-l,3-dioxolan-2-yl]ethyl]-,  acetate 
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284  C14H28N4O2  35028-99-0 

1,2,4,5-Tetrazine,  l,4-diacetyl-2,5-dibutylhexahydro- 


Ac  ( CH2  ) 3 Me 


Me  ( CH2 ) 3 
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284  C15H12N2S2 

2,4-Imidazolidinedithione,  5,5-diphenyl- 


s 


2032-13-5 


284  C15H12N2S2  26229-05-0 

1 ,3,4-Thiadiazolium,  5-mercapto-2-(4-methylphenyl)-3-phenyl-, 
hydroxide,  inner  salt 


284  C16H12O5  437-64-9 

4//-l-Benzopyran-4-one,  5-hydroxy-2-(4-hydroxyphenyl)-7- 
methoxy- 


OH 


HO 
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284  C16H12O5  480-44-4 

4/f-l-Benzopyran-4-one,  5,7-dihydroxy-2-(4-methoxyphenyl)- 


284  C15H16N4O2  52799-13-0 

l/f-l,2,3-Triazolo[4,5-c]quinoline-l-hexanoic  acid 

H02C(  CH2  ) 5 
\ 

N N 

i| 


HO  O 


284  C16H12O5  521-61-9 

9,10-Anthracenedione,  l,8-dihydroxy-3-methoxy-6-methyl- 

HO  0 OH 
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284  C16H12O5  10458-35-2 

4/i-l-Benzopyran-4-one,  5,7-dihydroxy-2-(2-methoxyphenyl)- 


284  C16H13CIN2O  439-14-5 

2//-l,4-Benzodiazepin-2-one,  7-chloro-l,3-dihydro-l-methyl- 
5-phenyl- 


284  CieHisGe 

Germacyclopentane,  1,1-diphenyl- 

o- 


4514-06-1 


284 
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290  300 

Oxathiolan-5-one, 

C17H16O2S 

2,2-dimethyl-4,4-diphenyl- 

°vVMe 

ph  Ph 
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284  CnHieO*  10523-54-3 

7/f-Furo[3,2-g][l]benzopyran-7-one,  9-methoxy-4-(3-methyl- 
2-butenyl)- 
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284  CnHieOzS 

1 ,3-Oxathiolan-5-one,  2-ethyl-4,4-diphenyl- 

El'~~y/SN^Ph 
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18648-77-6 
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284  C17H16O4  22396-10-7 

[2]Benzopyrano[4,3-6][l]benzopyran-6a(7H)-ol,  5,12a-di  = 
hydro-10-methoxy- 
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284  C17H16O4  55044-52-5 

Benzoic  acid,  4-methyl-,  [4-(methoxycarbonyl)phenyl]methyl  ester 


C(  O) OCH2 


C(  0) OMe 
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284  C17H20N2O2  52059-40-2 

Benzeneethanamine,  N-methyl-3-nitro-N-(2-phenylethyl)- 


NO2 


284  C17H20N2O2  52118-15-7 

Benzeneethanamine,  N-methyl-4-nitro-N-(2-phenylethyl)- 


02N 


CH2  CH2  NMeCH2  CH2  Ph 
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284  C17H20N2O2  55702-34-6 

Azecino[4,5,6-cd]indole-ll-carboxylic  acid,  2,6,7,10,11,12— 
hexahydro-8-methyl-,  methyl  ester 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


-Jl 


284  C17H20N2S  58-40-2 

10/f-Phenothiazine-10-propanamine,  AC/V-dimethyl- 


( CH2 ) 3 NMe2 
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284  C17H20N2S  60-87-7 

10/7-Phenothiazine-10-ethanamine,  N,N,a-trimethyl- 


CH2  CHMe  NMe  2 
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284  C17H20N2S  1226-46-6 

Methanethione,  bis[4-(dimethylamino)phenyl]- 


284 
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284  CnEhoChSi 

Acetophenone,  2-phenyl-2'-(trimethylsiloxy)- 


33342-96-0 


OSi  Me3 

,COCH2  Ph 


284  C18H20O3  25379-26-4 

2-Furanpropanoic  acid,  tetrahydro-a-(l-naphthalenylmethyl)- 


284  C17H32O3 

Hexadecanoic  acid,  2-oxo-,  methyl  ester 

MeOC(  0)  CO(  CH2  ) 1 3 Me 


55836-30-1 
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284  C18H20O3  55724-85-1 

Pentanoic  acid,  4-[(4-hydroxyphenyl)methyl]phenyl  ester 


— CH2 
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Me  ( CH2 ) 3 C(  O) O 
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Urea,  tetrabutyl- 


C17H36N2O 

Me ( CH2 ) 3 ( CH2  ) 3 Me 
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Me  ( CH2  ) 3 N CON  ( CH2  ) 3 Me 
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284  C18H12N4  55723-84-7 

l,4-Methanonaphthalene-2,2,3,3-tetracarbonitrile,  1 ,4— di  = 
hydro-9-(  1-methylethylidene)- 


284  C18H24N2O 

Uleine,  1,1 3-dihydro- 13-hydroxy- 


4532-71-2 


-i — 
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284  C18H24N2O  36459-11-7 

20,21-Dinoraspidospermidine,  17-methoxy-,  (5£,19£)- 


MeO 


284  CisHseCL  57-11-4 

Octadecanoic  acid 

HO2  C ( CH2 ) 1 6 Me 


284  Ci8H3602  628-97-7 

Hexadecanoic  acid,  ethyl  ester 

Me  ( CH2  ) 1 4 C(  0)  OEI 


284  C18H36O2  629-70-9 

1-Hexadecanol,  acetate 

Me  ( CH2  ) 1 5 OAc 


1 1 !*i*- j 

10  20  30  40 

L — f— il 

50 

60 

U 

70  80 

La 

90 

K )li— ii-., — 

100  110  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


284  C18H36O2 

Heptadecanoic  acid,  methyl  ester 

Me  ( CH2  ) 1 5 C(  O)  OMe 


1731-92-6 
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284  C18H36O2 

Hexadecanoic  acid,  14-methyl-,  methyl  ester 

Me CH2  CHMe  ( CH2  ) 1 2 C ( 0)  OMe 


2490-49-5 
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Hexadecanoic  acid,  2-methyl-,  methyl  ester 

Me OC(  0)  CHMe  ( CH2  ) 1 3 Me 


2490-53-1 
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1,3-Dioxolane,  2-pentadecyl- 


4360-57-0 


( CH2 ) 1 4 Me 
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284  CisHseCh  6929-04-0 

Hexadecanoic  acid,  15-methyl-,  methyl  ester 

Me2  CH(  CH2  ) 1 3 C(  0)  OMe 


284  C18H36O2  56051-69-5 

1,3-Dioxolane,  4-hexyl-2-methyl-5-octyl-,  (2a, 4a, 5a)- 


( CH2 ) 7 Me 


284  CisHseCh  56196-55-5 

Tetradecanoic  acid,  5,9,13-trimethyl-,  methyl  ester 

Me 2 CH(  CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3 C(  0)  OMe 
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284  C19H24O2  897-06-3 

Androsta-l,4-diene-3,17-dione 


Me 


284  C19H24O2  1624-62-0 

Estra-l,3,5(10)-trien-17-one,  3-methoxy- 

Me 


284  C19H24O2  4075-12-1 

Androsta-l,4,6-trien-3-one,  17-hydroxy-,  (17/3)- 


Me 
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284  C19H24O2 

8a-Estra-l,3,5(10)-trien-17-one,  3-methoxy- 


13865-88-8 


284  C19H24O2 

13a-Estra-l,3,5(10)-trien-  17-one,  3-methoxy- 


17554-55-1 


284  C19H24O2  17748-69-5 

Estra-l,3,5(10)-trien-17-one,  3-methoxy-,  (14/1)- 
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284  C19H2402  29366-01-6 

Mesitol,  a4-(4-hydroxy-2,3,5,6-tetramethylphenyl)- 
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Phenol,  4,4'-methylenebis[2,3,5-trimethyl- 


29366-02-7 
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Butane,  l-(benzyloxy)-2-[(benzyloxy)methyl]- 

PhCH2  OCH2  CHE  t CH2OCH2PI1 


33498-90-7 


284  C19H2402  53150-24-6 

Benzene,  l,l'-[l,5-pentanediylbis(oxymethylene)]bis- 

Ph  CH2  0(  CH2  ) 5 OCH2  Ph 
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284  C19H24O2 

Androsta-l,4-diene-3,ll-dione 


54498-90-7 


284  C19H24O2  58072-52-9 

Estra-l,3,5(10)-trien-17-one,  3-methoxy-,  (9/3, 13a)- 


0 Me 


284  C19H24O2  55122-51-5 

Bicyclo[2.2.1]heptan-2-ol,  l,7,7-trimethyl-3-(phenylmethylene)-, 
acetate,  exo- 


284  C19H24O2  56909-21-8 

Ethanone,  l,r_(2a,3,4,4a,4b,5,8,8a-octahydro-4,8-dimethyl=: 
cyclobuta[  l',5']cyclopenta[  l',2':3, 4]cyclobuta[  1,2]  benzene-4, 5- 
diyl)bis- 


Ac 
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284  C19H2402  58072-53-0 

Estra-l,3,5(10)-trien-17-one,  3-methoxy-,  (8a, 13a)- 

Me 


284  Ci9H2402  58165-59-6 

l(2H)-Chrysenone,  3,4,4a,4b,5,6,10b,ll,12,12a-decahydro-8- 
methoxy-,  [4aS-(4aa,4b/3,10ba,12a/3)]- 
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l//-Carbazole-2-ethanamine,  3-ethyl-2,3,4,9-tetrahydro- 
A^A^l-trimethyl- 
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Nonadecanol 


Me(CH2)17Me  + OH 
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284  C20H12S  194-65-0 

Dinaphtho[2, 1-6:  l',2'-c?]  thiophene 


284  C20H12S 

Dinaphtho[l,2-6:l',2'-(i]  thiophene 


207-94-3 


284  C20H28O  13601-88-2 

1-Phenanthrenecarboxaldehyde,  l,2,3,4,4a,9,10,10a-octahydro- 
l,4a-dimethyl-7-(l-methylethyl)-,  [li?-(la,4a/3,10aa)]- 

Pr-i 


284  C20H28O  24035-50-5 

1-Phenanthrenecarboxaldehyde,  l,2,3,4,4a,9,10,10a-octahydro- 
l,4a-dimethyl-7-(l-methylethyl)-,  [lS-(la,4aa,10ad)]- 


285 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2095 


284  C21H16O  3308-64-3 

Benz[/]aceanthrylen-2-ol,  l,2-dihydro-3-methyl- 
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80- 

60- 

40- 

20- 


] — , — , — , — . — , — , — ^ — Ji.li.  ,iii 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


284  C21H16O 
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284  C21H16O  55723-88-1 

1 (2H)-Naphthalenone,  3,4-dihydro-2-(2-naphthalenylmethylene)- 
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l(2/f)-Naphthalenone,  3, 4-dihydro- 2-(l-naphthalenylmethylene)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


284  C22H20 

Benzene,  l,l',l"-(3-butenylidyne)tris- 

H2 C : CHCH2  CPh3 


16876-20-3 
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Benzene,  1 ,2,4-trichloro-3,6-dimethoxy-5-nitro- 
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285  CioHsINO  16114-53-7 

Isoxazole,  4-iodo-3-methyl-5-phenyl- 


Ph  1 


285  C11H12N.I  876-87-9 

Quinolinium,  1,2-dimethyl-,  iodide 


Me 


285  C11H12N.I  14061-25-7 

Quinolinium,  1, 7-dimethyl-,  iodide 


285  CioHi8F3N03Si  52558-81-3 

L-Valine,  N-(trifluoroacetyl)-,  trimethylsilyl  ester 

CHMe2 
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F3CCONHCHC( 0) OSi Me3 
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285  C11H12N.I  53854-49-2 

Isoquinolinium,  2-ethyl-,  iodide 
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Cytidine,  N-acetyl- 
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HO  OH 
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Veratryl  alcohol,  a-[(methylnitrosamino)methyl-6-nitro-,  (-)- 
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Benzoic  acid,  4-[(dipropylamino)sulfonyl]- 
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Carbamic  acid,  [(4-methylphenyl)sulfonyl]-,  2,2-dimethylpropyl 
ester 


S02NHC(0)  OCH2  CMe 3 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


1 1 1 ll  ll L 

io  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

L 1 

t 1 1 1 h 1 r 1 1 1 1 1 1 1 r 


285  C13H19NO4S  32363-31-8 

Carbamic  acid,  (p-tolylsulfonyl)-,  tert-penty\  ester 
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Carbamic  acid,  methyl[(4-methylphenyl)sulfonyl]  , 1,1-di- 
methylethyl  ester 
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285  C14H11N3O4  18264-95-4 

2-Phenanthrylamine,  9,10-dihydro-l,3-dinitro- 

N02 


285  C14H11N3O4  18264-96-5 

2-Phenanthrylamine,  9,10-dihydro-l,7-dinitro- 


285  C14H11N3O4  18264-97-6 

2-Phenanthrylamine,  9,10-dihydro-3,7-dinitro- 


285  C14H11N3O4 

Urea,  l-(p-nitrobenzoyl)-3-phenyl- 


02N 


26972-00-9 


285  C15H11NO3S  32002-92-9 

Thiazolo[3,2-a]pyridinium,  8-(acetyloxy)-3-hydroxy-2-phenyl-, 
hydroxide,  inner  salt 


AcO 
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l/7-Isoindole-l,3(2//)-dione,  2-[(phenylmethyl)sulfinyl]- 
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l/7-Isoindole-l,3(2H)-dione,  2-[(4-methylphenyl)sulfinyl]- 
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285  C15H12CIN3O  32589-65-4 

A2-!  ,2,4-T  riazolin-5-one,  1 -(p-chlorophenyl)-3-met  hyl-4-phenyl- 


0 


Me 


285  C16H15NO4  53366-26-0 

[l,l'-Biphenyl]-4-carboxylic  acid,  4'-methoxy-2'-[(methyl= 
aminolcarbonyl]- 


285  C16H15NO4  55670-13-8 

1-Naphthalenecarboxamide,  iV-acetyl-5-(acetyloxy)-./V-methyl- 

CON( Ac )Me 


Ac  6 


285  C16H15NO2S  13268-54-7 

Quinoline,  l,2-dihydro-l-(p-tolylsulfonyl)- 


Me 


285  Ci6H15N04  5489-57-6 

9(10/f)-Acridinone,  l-hydroxy-2,3-dimethoxy-10-methyl- 

O OH 
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Me 
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1-Naphthalenecarboxamide,  N-acetyl-4-(acetyloxy)-N-methyl- 


CON( Ac)  Me 
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285  C16H19N3O2  32857-47-9  285  C17H19NO3  468-22-4 

Ethylenediamine,  N,N'-dimeihy\-N-(p-nitTophenyl)-N' -phenyl-  Crinan,  l,2-didehydro-3-methoxy-,  (3a)- 


02N 


285  CieHigNsS  303-69-5 

10H-Pyrido[3,2-6][l,4]benzothiazine-10-propanamine,  N,N - 
dimethyl- 


( CH2  ) 3 NMe2 


285  C17H19NO3  57-27-2 

Morphinan-3,6-diol,  7,8-didehydro-4,5-epoxy-17-methyl-  (5a, 6a)- 


285  C17H19NO3  24656-61-9 

7-Isoquinolinol,  l,2,3,4-tetrahydro-6-methoxy-l-salicyl- 


285  C17H19NO3  26996-80-5 

7-Isoquinolinol,  l,2,3,4-tetrahydro-4-(4-hydroxyphenyl)-6- 
methoxy-2-methyl-,  (±)- 
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285  C17H19NO3  55637-46-2 

4,7-Epoxy-l/f-isoindole-l,3(2/3)-dione,  hexahydro-3a,7a-di  = 
methyl-2-(4-methylphenyl)- 


285  C18H23NO2  55298-15-2 

Morphinan-6-one,  3-methoxy-17-methyl-,  (14a)- 
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Morphinan-6-one,  3-methoxy-17-methyl- 
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8-Azaestra-l,3,5(10)-trien-17-one,  3-methoxy-,  (14/3)— 
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285  C19H27NO  359-83-1 

2,6-Methano-3-benzazocin-8-ol,  l,2,3,4,5,6-hexahydro-6,ll- 
dimethyl-3-(3-methyl-2-butenyl)-,  (2a, 6a,  11/?*)- 


Me2  C :CHCH2 
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Morphinan,  3-methoxy-N,6a-dimethyl-,  (-)- 
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Benz[a]acridine,  8,10-diethyl- 
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Ii7-Azepine,  hexahydro-l-[  1,2,3, 4-tetrahydro-4-methyl-6-(  1- 
methylethyl)-2-naphthalenyl]- 


Me 
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Benz[c]acridine,  9,11-diethyl- 
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Butane,  trichloroheptafluoro- 
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2,4(  lH,3H)-Pyrimidinedione,  5,5-dibromodihydro-6-hydroxy- 
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286  C4H6N4O11  20820-44-4 

1,3-Propanediol,  2-nitro-2-[(nitrooxy)methyl]-,  dinitrate  (ester) 

CH2ONO2 
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02  NOCH2  C(  N02  ) CH2  ONO2 
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286  C4Hi2F4N2P2SSi  27351-99-1 

Phosphoramidothioic  difluoride,  [difluoro[methyl(trimethyl= 
silyl)amino]phosphoranylidene]- 

S:PF 2 N = P F 2 NMeSi Me3 
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Stannane,  bromotriethyl- 

E t 3 Sn  Br 
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2,4,6,8,9,10-Hexathiaadamantane,  1,3,5-trimethyl- 
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286  C7H10S6  57274-29-0 

2,4,6,8,9,10-Hexathiatricyclo[3.3.1.13'7]decane,  1-propyl- 


Pr 
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Pyrazolo[5,l-c]-as-triazin-4-ol,  6-acetyl-4-(bromomethyl)-4,= 
6-dihydro-3-methyl- 


CH 2 Br 
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Selenolo[2,3-5][l]benzoselenophene 
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286  CioH6Se2  40198-00-3 

Selenolo[3,2-6][l]benzoselenophene 


286  CioHiiBrN203  561-86-4 

2,4,6(l//,3/f,5/7)-Pyrimidinetrione,  5-(2-bromo-2-propenyl)-5- 
(2-propenyl)- 


CH2CH  = CH2 

r'""' 
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Pyrido[l,2-o]pyrimidin-5-ium,  2,4-dimethyl-,  iodide 
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Arsine,  l,2-phenylenebis[dimethyl- 

As  Me  2 

As  Me  2 
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Benzene,  l,l'-sulfonylbis[4-chloro- 
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Disulfide,  bis(4-chlorophenyl) 
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286  C12H14S4 

2,2'-Bi-l,3-dithiolane,  2-phenyl- 


21504-27-8 


286  C13H6N2O6  55255-68-0 

2-Phenazinecarboxylic  acid,  5,6,7,8,9,10-hexahydro-6,7,8,9-tetraoxo- 


286  Ci2H2204Si2  55557-21-6 

4/i-Pyran-4-one,  5-[(trimethylsilyl)oxy]-2-[[(trimethylsilyl)  = 
oxy  ] methyl]  - 


Me  3 S i 
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5(4tf)-Isoxazolone,  4-[(4,5-dihvdro-3-methyl-5-oxo-4-isoxazo= 
lyl)azo]-3-phenyl- 
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2-Phenazinecarboxylic  acid,  6,9-dihydro-7,8-dihydroxy-6,9-dioxo- 
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Butanoic  acid,  2,2-dimethyl-4-[(phenylmethyl)seleno]- 

H02  CCMe 2 CH2  CH2  Se  CH2 Ph 
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286  C14H14N4OS 

Isoalloxazine,  3,7,8. 10-tetramethyl-2-thio- 
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Propanoic  acid,  2-(4-chlorophenoxy)-2-methyl-,  trimethylsilyl  ester 
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L-Valine,  M-(iV-acetyl-L-alanyl)-,  butyl  ester 
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Decanoic  acid,  2,2,3,3-tetrafluoropropyl  ester 
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L-Isoleucine,  iV-(N-acetylglycyl)-,  butyl  ester 

CHMe  CH2  Me 

AcNHCH2CONHCHC(  O)  0(  CH2  ) 3 Me 
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286  C14H26N2O4 

L-Alanine,  N-(N-acetyl-L-valyl)-,  butyl  ester 

CHMe2 
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Me  ( CH2  ) 3 OC<  0)  CHMe  NHCOCHNHAc 
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4f/-  l-Benzopyran-4-one,  3,5,7-trihydroxy-2-(4-hydroxyphenyl)- 
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286  C15H11CIN2O2  11066-37-8 

Imidazo[  1 ,2-a ]pyridinium,  3-(chloroacetyl)-2,3-dihydro-2-oxo- 
1-phenyl-,  hydroxide,  inner  salt 
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C15H11CIN2O2  17270-12-1 

2//-l,4-Benzodiazepin-2-one,  7-chloro-l,3-dihydro-5-(4- 
hydroxyphenyl)- 
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286  C15H11CIN2O2  604-75-1 

2H-l,4-Benzodiazepin-2-one,  7-chloro-l,3-dihydro-3-hydr= 
oxy-5-phenyl- 


Ph 
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286  C15H14N2O2S  17802-40-3 

Phthalazine,  l,2-dihydro-2-(p-tolylsulfonyl)- 


2108 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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286  C15H14N2O4  1092-52-0 

p-Benzanisidide,  AT-methyl-4-nit.ro- 


286  C16H14O5  15222-53-4 

9H-Xanthen-9-one,  1 -hydroxy-3, 6-dimethoxy-8-methyl- 


286  CieHuOs  26891-80-5 

Spiro[benzofuran-2(3/f),l'_[2,5]cyclohexadiene]-3,4'-dione,  2'- 
hydroxy-6-methoxy-4,6'-dimethyl- 
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286  CieHuOs  40801-46-5 

laH-Benz[6]oxireno[h]benzofuran-4-carboxylic  acid,  2,4a-di:=: 
hydro-la, 4a-dimethyl-2-oxo-,  methyl  ester 
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286  CieHuOs  54934-77-9 

Spiro[benzofuran-2(3H),l'-[2,5]cyclohexadiene]-3,4,-dione,  2',= 
6-dimethoxy-4-methyl- 

MeO 


286  CieHuOs  55255-64-6 

Benzoic  acid,  4,4'-[oxybis(methylene)]bis- 


286 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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286  CieHuOs  56247-78-0 

1,2-Dibenzofurandicarboxylic  acid,  l,9b-dihydro-4,9b-dimethyl- 


00 


C02  H 


286  C16H30O4 

Hexadecanedioic  acid 

H02C(  CH2  )1  4 CO2H 


505-54-4 
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286  C16H30O4 

Octanedioic  acid,  dibutyl  ester 


16090-77-0 


Me  ( CH2  ) 3 OC(  0)  ( CH2  ) 6 C(  0)  0(  CH2  ) 3 Me 
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286  C16H30O4  20620-23-9 

Decanoic  acid,  (2,2-dimethyl-l,3-dioxolan-4-yl)methyl  ester 


Me  .0 


^CT 


CH2  OC(  0)  ( CH2  ) 8 Me 


286  C16H30O4 

1,1-Dodecanediol,  diacetate 

( CH2 ) 1 0 Me 

I 

Ac  OCHOAc 


56438-07-4 
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C16H30O4 


57289-32-4 


Me OC ( 0)  CH2  CHMe  CHMe  CH2  CH2  CHMe  CHMe  CH2  C ( 0)  OMe 
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286  C16H30O4 

Octanedioic  acid,  bis(l-methylpropyl)  ester 

S-BuOC(O)  ( CH2  } 6 C(  0)  OBu  -s 


57983-35-4 


286  C16H30O4  57983-53-6 

Pentanedioic  acid,  3-ethyl-3-methyl-,  bis(l-methylpropyl)  ester 


s -Bu  0C(  O)  CH2  CE  1 Me  CH2  C(  0)  OBu  -s 
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286  C16H30O4  ^ 57983-54-7 

Hexanedioic  acid,  3-ethyl-,  bis(l-methylpropyB  ester 

s-BuOC(  0)  CH2  CH2  CHE  t CH2  C(  0)  OBu-s 


286  C16H34N2O2  55255-61-3 

1-Octanamine,  iV-nitro-iV-octyl- 

Me  ( CH2  ) 7 N ( NO2  ) ( CH2  ) 7 Me 


286  C17H18O2S  19788-53-5 

Propionic  acid,  2-(benzylthio)-,  benzyl  ester 

Ph  CH2  SCHMe  C(  O)  OCH2  Ph 


286  C17H18O4  34427-30-0 

2H-Pyran-2-one,  6-[2-(acetyloxy)-4-phenyl-3-butenyl] -5,6- 
dihydro-,  (El- 


286  C17H18O4  55255-60-2 

Bicyclo[2.2.1]heptane-2,3-dione,  5-(benzoyloxy)-l, 7, 7-trimethyl-, 
exo- 


Me 


286  C17H18O4  56701-26-9 

2//-l-Benzopyran-7-ol,  3-(2,4-dimethoxyphenyl)-3,4-dihydro- 


286  C17H34O3  51883-36-4 

Hexadecanoic  acid,  3-hydroxy-,  methyl  ester 

Me  ( CH2  ) 1 2 CH(  OH)  CH2  C(  0)  OMe 
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286  C17H34O3  55823-13-7 

Hexadecanoic  acid,  15-hydroxy-,  methyl  ester 

Me CH(  OH)  ( CH2  ) 1 3 C(  0)  OMe 


286  C17H34O3  56247-30-4 

Hexadecanoic  acid,  10-hydroxy-,  methyl  ester 

Me  ( CH2  ) 5 CH(  OH)  ( CH2  ) 8 C(  0)  OMe 


286  CisHuFe  1272-49-7 

Iron,  bis[(l,2,3,3a,7a-^)-l/f-inden-l-yl]- 


286  C18H14N4  1161-45-1 

Diazene,  l,r-(l,4-phenylene)bis[2-phenyl- 

N : NPh 
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286  Ci8H14N4  33709-78-3 

s-Triazolo[4,3-a]pvrazine,  3-methyL5,6-diphenyl- 


Ph 


286  C18H26N2O  37833-67-3 

Phthalazine,  l,2,3,4,5,6,7,8-octahydro-l-[(4-methoxyphenyl)  = 
methyl]-2,3-dimethyl- 


OMe 


286  C18H38O2  2136-71-2 

Ethanol,  2-(hexadecyloxy)- 

HOCH2  CH20(  CH2  ) 1 5 Me 
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286  CisHssCL  2791-29-9 

Hexadecane,  1,1-dimethoxy- 

( MeO)  2 CH  ( CH2  ) i 4 Me 
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286  C19H26O2  571-40-4 

Androst-l-ene-3,17-dione,  (5a)- 

Me 
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286  CisHasCb  20294-76-2 

1,2-Octadecanediol 

Me  ( CH2  ) 1 5 CH  ( OH  ) CH2  OH 


286  C19H26O2  63-05-8 

Androst-4-ene-3,17-dione 

Me 


286  C19H26O2  604-25-1 

Androst-4-ene-3,6-dione 
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286  C19H26O2  1035-77-4 

Estra-l,3,5(10)-trien-17-ol,  3-methoxy-,  (17/3)- 

Me 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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286  C19H26O2  6570-46-3 

Estra-l,3,5(10)-trien-17-ol,  3-methoxy-,  (8a, 17/3)- 
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Androst-l-ene-3,17-dione 
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Androst-l-ene-3,ll-dione,  (5«)- 
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286  C20H14O2  53486-88-7 

Benzo[6]benzo[3,4]cyclobuta[l,2-e][l,4]dioxin,  4b,10a-dihydro- 
4b-phenyl- 


Ph 


286  C20H14O2  56909-16-1 

1-Triphenylenecarboxylic  acid,  methyl  ester 


Me 0C(  0) 


286  C20H14S  16587-39-6 

Benzo[c]thiophene,  1,3-diphenyl- 


Ph 
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286  C20H14S  55256-22-9 

Dinaphtho[2, 3-6:2', 3'-d]thiophene,  12,13-dihydro- 
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286  C20H30O  68-26-8 

Retinol 

Me 

CH  : CHCMe = CHCH : CHCMe  = CHCH2 OH 
Me 


286  C20H30O  511-15-9 

2-Phenanthrenol,  4b,5,6,7,8,8a,9,10-octahydro-4b,8,8-tri  = 
methyl-l-(l-methylethyl)-,  (4bS-£rans)- 


286  C20H30O  3772-55-2 

1-Phenanthrenemethanol,  l,2,3,4,4a,9,10,10a-octahydro-l,4a- 
dimethyl-7-(l-methylethyl)-,  [l/?-(la,4ad,10aa)]- 


286  C20H30O  472-39-9 

1-Phenanthrenecarboxaldehyde,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,= 
9, 10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  [l/?-(la,4a/3,4ba,= 
7/3,10aa)]- 
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CH2OH 


286  C20H30O  7715-48-2 

Podocarp-7-en-3-one,  13/}-methyl-13-vinyl- 


CH - CH2 


286 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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286  C20H30O 

Kaura-5,16-dien-18(or  19)-ol 


23837-99-2 


286  C20H30O  24035-43-6 

1-Phenanthrenemethanol,  l,2,3,4,4a,9,10,10a-octahydro-l,4a- 
dimethvl-7-(l-methylethyl)-,  [lS-(la,4aa,10ad)]_ 
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286  C21H18O  10419-28-0 

Chroman,  2,2-diphenyl- 


286  C21H18O  55256-25-2 

2H-l-Benzopyran,  3,4-dihydro-2,4-diphenyl- 


Ph 


286  C21H18O  55723-89-2 

l(2//)-Naphthalenone,  3,4-dihydro  2-(2-naphthalenylmethyl) 
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286  C21H18O  606-86-0 

1-Propanone,  1,3,3-triphenyl- 

PhCOCH2  CHPh2 


286  C21H18O  55723-90-5 

l(2//)-Naphthalenone,  3,4-dihydro-2-(l-naphthalenylmethyl)- 
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286  C21H34  14964-36-4 

Pregn-17(20)-ene,  (5a,17Z)- 
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286  C21H34  55256-24-1 

l/7-Dibenzo[a,/]fluorene,  eicosahydro- 


286  C22H22  29379-48-4 

Propane,  2-methyl-l,l,l-triphenyl- 

Me2CHCPh3 


287  CnHeBrNs  37160-09-1 

l,3,6,9b-Tetraazaphenalene-4-carbonitrile,  7-bromo-2-methyl- 
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287  CnHeBrNs  37160-10-4 

l,3,6,9b-Tetraazaphenalene-4-carbonitrile,  9-bromo-2-methyl- 

Me 


287  C11H13NO4S2  52938-18-8 

3H-l,2,3-Oxathiazole,  4,5-dimethyl-3-[(4-methylphenyl)sulfonyl]-, 
2-oxide 
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11 


287  CnHeBrNs  51080-02-5 

l,3,6,9b-Tetraazaphenalene-4-carbonitrile,  2-(bromomethyl)- 


CH2  Br 
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287  CnHeMnNOs  15137-52-7 

Manganese,  tetracarbonyl[(2-pyridyl)acetyl]- 


287  CnHnNsOe  56710-84-0 

2,4(lH,3H)-Pyrimidinedione,  l-(2-amino-2-deoxy-D-galacto=: 
furanosyl)-5-methyl- 


nh2  h 

HCOH 


ch2oh 


287  C12H.SN3O6  23774-18-7 

1,4-Phenazinedione,  2,3-dihydroxy-7-nitro- 
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287  C12H13NO3S.CIH  37073-50-0 

l,3-Oxathiolane-4-carboxylic  acid,  2-imino-5-phenyl-,  ethyl  ester, 
hydrochloride 


hn^Y 
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Sv  /C(0)0Et 
• HCI 
Ph 


287  C12H14CINO3S  37073-56-6 

Benzenepropanoic  acid,  «-[(aminocarbonyl)thio]-d-chloro-,  ethyl 
ester 


CHC I Ph 
I 

E t OC(  0) CHSC( 0) NH2 


287  C12H17NO5S  55125-01-4 

Carbamic  acid,  [(4-methoxyphenyl)sulfonyl]-,  1,1-dimethylethyl 
ester 


MeO 


287  Ci2H25N03Si2  55557-27-2 

Glycine,  N-(2-methyl-l-oxo-2-propenyl)-N-(trimethylsilvl)-, 
trimethylsilyl  ester 


S i Me3 
I 

Me3  S i OC(  0)  CH2  NCOCMe  = CH2 
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287  Ci2H25N03Si2  55557-28-3 

Glycine,  N-(l-oxo-2-butenyl)-N-(trimethylsilyl)-,  trimethylsilyl 
ester 


Si  Me 3 
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Me  3 S i OC(  0)  CH2  NCOCH  = CHMe 
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287  Ci4Hi3N304 

Phenethylamine,  N-(2,4-dinitrophenyl)- 


02N 


29723-30-6 


287  C15H10CINOS  26245-44-3 

Thiazolium,  3-(4-chlorophenyl)-4-hydroxy-2-phenyl-,  hydroxide, 
inner  salt 


ci 


10  20 


287 
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287  C16H17NO2S  20335—69—'? 

Isoquinoline,  l,2,3,4-tetrahydro-2-(p-tolylsulfonyl)- 
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Crinan,  7-methoxy- 


C17H21NO3 
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287  C16H17NO2S  20646-45-1 

3/f-3-Benzazepine,  6,7,8,9-tetrahydro-3-(phenylsulfonyl)- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


TTj 

PhS02 

80- 

60- 

40- 

1,  |.i.  , .1 

160  170  180  190  200  210  220  230  240  250 

260  270  280 

290  300 

287 

C17H21NO3 

6801-26-9 
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Morphinan-3,14-diol,  4,5-epoxy-17-methyl-, 

(5a)- 
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287  C16H17NO2S  24310-24-5 

Quinoline,  l,2,3,4-tetrahydro-l-[(4-methylphenyl)sulfonyl]- 
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287  C16H17NO2S  38455  36-6 

Azetidine,  l-[(4-methylphenyl)sulfonyl]-2-phenvl- 
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287  C17H21NO3  26626-12-0 

Morphinan-3,6-diol,  4,5-epoxy-17-methyl-,  (5a, 6/1)- 
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287  C17H21NO3  41928-92-1 

Crinan,  1-methoxy-,  (la)- 


MeO 


287  _ C17H21NO3  54725-48-3 

Benzeneacetic  acid,  a-(hydroxymethyl)-,  8-methyl  -8-azabicy0 
clo[3.2.1]oct-6-en-3-yl  ester 


Me 


'0C(0)CHPhCH20H 


287  C17H21NO3  55256-27-4 

Morphinan-14-ol,  4,5-epoxy-3-methoxy-,  (5a)- 
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287  C18H13N3O  21943-54-4 

Spiro[indoline-3,2'-[2H]naphth[l,2-d]imidazol]-2-one,  1 ' ,3'— 
dihydro- 


287  C18H25NO2  1639-74-3 

Morphinan-14-ol,  3-methoxy -17-methyl- 
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287  C18H25NO2  3327-79-5 

Morphinan-4-ol,  3-methoxy-17-methyl- 


287  C18H25NO2  17948-43-5 

14«-Morphinan-6/3-ol,  3-methoxy-17-methyl- 

OH 


287  C18H25NO2  19343-20-5 

2-Butanol,  l-(isopropylamino)  3 methyl-3-(l-naphthyloxy)- 

OCMe2 CH( OH) CH2  NHPr - i 


287  C18H25NO2  50906-92-8 

Furo[3,2-e]indolizin-2-ol,  decahydro-2,4-dimethyl-3a-phenyl-, 
(2a,3ad,4a,5ad,9ad)-(±)- 
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287  C18H25NO2  18067-41-9 

1 4o-Morphinan-6n-ol,  3-methoxy- 1 7-methyl- 


287  C18H25NO2  50906-93-9 

2-Propanone,  l-(octahydro-6-hydroxy-7-methyl-6-phenyl-5- 
indolizinyl)-,  (5«, 6/3, 7/1, 8a «)-(±)- 
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287  C18H25NO2  51624-46-5 

l//-Dicyclohept[e,g] isoindole-1, 3(2//)-dione,  3a, 3b, 4, 5, 6, 7, 8, 9, ~ 
10,11  J2, 13, 13a, 13b-tetradecahydro-,  (3acv,3ba,13aof,13bcv)- 
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287  C19H29NO 

1-Pyrrolidinepropanol,  o-cyclohexyl-a-phenyl- 


— CPh  ( OH)  CH2  CH2 


77-37-2 


287  C20H17NO  4695-14-1 

Benzeneacetamide,  A^,cv-diphenyl- 

Ph  NHCOCHPh  2 


287  C20H17NO  14759-36-5 

Ethanone,  l-phenyl-2-[l-(phenylmethyl)-2(l/7)-pyridinylidene]- 

CH2  Ph 
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N^.CHCOPh 
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287  C20H17NO  33675-70-6 

Acetamide,  A^N^-triphenyl- 

Ph  CH2 CONPh2 


287  C21H21N  129-03-3 

Piperidine,  4-(5//-dibenzo[a,d]cyclohepten-5-ylidene)-l-methyl- 


287  C21H21N  7370-34-5 

Ethylamine,  N-trityl- 

Ph3  CNHE  t 
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288  C5F12  594-91-2 

Butane,  l,l,l,2,3,3,4,4,4-nonafluoro-2-(trifluoromethyl)- 

cf3 
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F 3 CCF  2 CFCF  3 
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Pentane,  dodecafluoro- 

F 3 CCF  2 CF 2 CF  2 CF 3 


288  CeHeCle  58-89-9 

Cyclohexane,  1,2,3,4,5,6-hexachloro-,  (la, 2a, 3/3, 4a, 5a, 6/3)— 
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Cyclohexane,  1,2,3,4,5,6-hexachloro-,  ( la, 2a, 3/3, 4a, 5/3, 6/3)- 
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288  CgHsNoO.HI  50993-69-6 

4/7-Pyrido[l,2-a]pyrimidin-4-one,  2-methyl-,  monohydriodide 
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288  C9H22O6P2 

Phosphonic  acid,  methvlenebis-,  tetraethyl  ester 
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288  C10H6CI2N2O2S  33451-02-4 

Thiazole,  4-(chloromethyl)-2-(4-chloro-3-nitrophenyl)- 


Cl  CH2CI 
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288  CioH7Cl3Fe 

Ferrocene,  1,2,3-trichloro- 


33306-52-4 


288  C12H7CI3S  55759-88-1 

Benzene,  2,4-dichloro-l-[(4-chlorophenyl)thio]- 
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Cl 


288  C12H8N4O5’  17505-25-8 

l,3,4-Oxadiazol-2-amine,  5-[  l-(  2-fur  anyl)-2-(5-nitr  o-2- 
furanyl)ethenyl]- 


H2N 


288  CioH9BrOS2  56247-41-7 

2-Propene(dithioic)  acid,  3-(4-bromophenyl)-3-hydroxy-,  methyl 
ester 

C(  OH)  = CHC(  S ) SMe 
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288  CuHieOs  14495-41-1 

1,2,3,4-Cyclobutanetetracarboxylic  acid,  tetramethyl  ester 
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288  CioHioBr2  41893-70-3 

Benzene,  [bromo(l-bromocyclopropyl)methylj- 
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288  CioHieOs  14661-16-6 

(8-D-Talopyranose,  1,6-anhydro-,  triacetate 
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288  Ci2H2404Si2  55887-63-3 

2-Pentenedioic  acid,  3-methyl-,  bis(trimethylsilvl)  ester 

Me3Si  OC(  0)  CH2  CMe  : CHC(  01  OS  i Me3 


288  Ci2H2404Si2  55125-08-1 

2-Pentenedioic  acid,  3-methyl-,  bis(trimethylsilyl)  ester,  (£)- 

Me3Si  OC(  0)  CH2  CMe  =CHC(  0)  OS i Me 3 


288  Ci2H2404Si2  55125-09-2 

2-Pentenedioic  acid.  3-methyl-,  bis(trimethylsilyl)  ester,  (Z)- 

Me3Si  OC(  0)  CH2  CMe  = CHC(  0)  OS  i Me3 


288  Ci2H32Si4  1747-57-5 

1,3,5,7-Tetrasilacvclooctane,  1,1,3,3,5,5,7,7-octamethyl- 


Me  Me 
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Me  — Si 
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-Si 
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288  Ci2H2404Si2  55494-10-5 

2-Hexenedioic  acid,  bis(trimethylsilyl)  ester,  (£)- 

Me3  S i 0C(0)CH:CHCH2CH2C(0)0SiMe3 
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288  CisHgNoOe  23774-11-0 

2-Phenazinecarboxylic  acid.  6,7.8.9-tetrahydroxy- 


OH 


OH 
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288  Ci3Hi2Fe04  11065-38-6 

Iron,  tricarbonyl(«-methyl-l,3,5,7-cyclooctatetraene-l-methanol)- 


288  C13H12N4O2S  6849-75-8 

Pyrazolo[5,l-c]-as-triazine,  4)6-dihydro-3-methyl-4-methyl:=: 
ene-6-(phenylsulfonyl)- 


H2C  SO2  Ph 


288  C13H18CI2N2O  15442-00-9 

Urea,  3-(2,5-dichlorophenyl)-l,l-dipropyl- 


ci 


ci 


288  C13H18CI2N2O  15545-57-0 

Urea,  3-(3, 4-dichlorophenyl)-l,  1-dipropyl- 


ci 


288  C13H20OS3  57289-40-4 

2,4,6-Trithiatricyclo[3.3.1.13>7]decan-8-one,  l,7,9,9,10,10-hexa= 
methyl-,  (±)- 


288  C13H16N6O2  42541-28-6 

1/7-Pyrazole-l-carboximidamide,  4-[(4-ethoxyphenyl)hydrazo:=: 
no]-4,5-dihydro-3-methyl-5-oxo- 


Me 


HN : C( NH2 ) 
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288  C13H20O7  18524-41-9 

n-D-Galactopyranuronic  acid,  l,2:3,4-bis-0  (1-methylethylidene)  . 
methvl  ester 


288  C15H16N2O4  57305-00-7 

2,4,6( l/Y.3H,5H)-Pyrimidinetrione,  1,3  dimethyl-5  (oxiranyl  = 
methyl) -5-phenvl 


ClOlOMe 
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288  C14H24O6 

1,2,8-Octanetricarboxylic  acid,  trimethyl  ester 
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Arsine,  tripentyl 


C15H33AS 

( CH2  ) 4 Me 

Mel  CH2  1 4 As  ( CH2  ) 4 Me 
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288  CieHieOs  40801-42-1 

1 Dibenzofurancarboxylic  acid,  4a,9bdihydro-4a  hydroper= 
oxy-4,9b-dimethyl-,  methyl  ester 


288  C15H12O2S2  54699  18  2 

l,3-Oxathiolane-2-thione,  4-hvdroxv-4,5-diphenyl- 
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288  CieHnBr  26193-57-7 

Naphthalene,  l-(2-bromopropenyl)-2,3,4-trimethyl- 


CH  = CB  r Me 


Me 
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288  CieHnOaP  36360-92-6 

10//-Phenoxaphosphine,  2,8-diethyl-10-hydroxy-,  10-oxide 


288  C16H20N2O3  38024-60-1 

2,4,6(l//,3H,5//)-Pyrimidinetrione,  l,3,5-triethyl-5-phenyl- 
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Et 


288  C16H20N2O3  55836-36-7 

L-Tryptophan,  N-acetyl-N,  1-dimethyl-,  methyl  ester 
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CH2  CHC(  0)  OMe 
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288  C16H32O2S  56909-05-8 

Octanoic  acid,  8-(octylthio)- 

H02C(CH2)7S(CH2  ) 7 Me 


288  C17H12N4O  27807-96-1 

Benzonitrile,  4-[ ( 1 ,5-dihydro-3-methyl-5-oxo-l-phenyl-4//- 
pyrazol-4-ylidene)amino]- 


Me 


Ph  0 


288  C17H20O4  22247-58-1 

Benzenemethanol,  3,3'-methylenebis[2-hydroxy-5-methyl- 


CH2  OH  CH2  oh 
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C17H20O4 

24405-79-6 

288 

Naphtho[2,3-5]furan-9(4/f)-one,  4-(acetyloxy)-4a,5,6,7-tetra: 
hydro-3, 4a, 5-trimethyl-,  [4S-(4a,4a«,5a)]- 


LJ 


288  CitH360S  3079-32-1 

Sulfoxide,  hexadecyl  methyl 

Me  ( CH2  ) 1 5 S(  0)  Me 
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288  CnHseOs  1561-06-4 

1,2-Propanediol,  3-(tetradecyloxy)- 

Me(  CH2  ) 1 3 OCH2  CH(  OH)  CH2  OH 


288  C18H12N2O2  580-74-5 

Phenol,  4,4'-(2,3-diisocyano-l,3-butadiene-l,4-diyl)bis- 
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288  C18H21FO2  794-13-8 

Estra-l,4-diene-3,17-dione,  10-fluoro- 

Me 
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288  C18H24O3  4614-56-6 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,9,10,10a-octahydro- 
6-hydroxy-l,4a-dimethyl-,  methyl  ester,  [lS-(lar,4aa,10ad)]- 
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Me 
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288  C18H37CI  3386-33-2 

Octadecane,  1-chloro- 

Me( CH2  ) 1 7 Cl 


288  C19H28O2  58-22-0 

Androst-4-en-3-one,  17-hydroxy-,  (17/1)- 


Me 


288  C19H28O2  481-30-1 

Androst-4-en-3-one,  17-hydroxy-,  (17a)- 


288  C19H28O2  846-46-8 

Androstane-3,17-dione,  (5a)- 

Me 


288  C19H28O2  1229-12-5 

Androstane-3,17-dione,  (5/1)- 

Me 


288  C19H28O2  1449-57-6 

Androstane-2,ll-dione,  (5a)- 

0 Me 
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288  C19H28O2  3510-00-7 

Androstane-3,ll-dione,  (5«)- 


0 Me 


288  C19H28O2  55659-69-3 

D-Homoestr-4-en  -3-one,  17-hydroxy-,  (8a,17/j)- 


Me 
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Androstane-l,17-dione,  (5a)- 


10455-05-7 
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D-Homoestr-4-en-3-one,  17-hydroxy-,  (9/2, 170)- 


288  C19H28O2  57289-55-1 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,9,:= 
10, 10a-dodecahydro-4a, 7-dimethyl-,  [l/?-(la,4a0,4ba,70,lOaa)]- 
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288  C19H28O2 

Androst-2-en-17-one,  3-hydroxy-,  (5/3)— 


57289-70-0 


288  C20H16S 

Tribenzo[6,e,h]thionin,  10,15-dihydro- 
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288  C19H32N2  6748-15-8 

Androst-5-ene-3/3,17d-diamine 

Me 


288  C20H16O2  55125-11-6 

[l,l'-Biphenyl]-2-carboxaldehyde,  2'-[2-(4-methyl-3-furanyl)  = 
ethenyl]- 


Me 


288  C20H32O  4752-56-1 

Podocarp-7-en-3jd-ol,  13/3-methyl-13-vinyl- 
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288  C21H36  2131-18-2 

Benzene,  pentadecyl- 

Ph  ( CH2  |uMe 
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Pentadecane,  8-phenyl- 
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288  C22H24  39665-57-1 

Azulene,  l,4-dimethyl-7-(l-methylethyl)-2-(phenylmethyl)- 


Me 
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Thiazolo[3,2-a]pyridinium,  7-bromo-3-carboxy-2,3-dihydro-8- 
hydroxy-5-methyl-,  hydroxide,  inner  salt 
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289  C12H7N3O6  23774-12-1 

1,2,3,4-Phenazinetetrol,  7-nitro- 


289  Ci2H27N03Si2  55494-12-7 

Glycine,  iV-(l-oxobutyl)-N-(trimethylsilyl)-,  trimethylsilyl  ester 
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Benzenesulfonamide,  4-methyl-N-(2-oxo-2-phenylethyl)- 
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l//-Indole-3-acetic  acid,  l-acetyl-5-(acetyloxy)-,  methyl  ester 
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Phosphinothioic  amide,  N-butyl-P,P-diphenyl- 

S = P Ph  2 NH ( CH2 ) 3 Me 
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lH-Indole-3-butanoic  acid,  l-(trimethylsilyl)-,  methyl  ester 
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289  C17H23NO3  101-31-5 

Benzeneacetic  acid,  a-(hydroxymethyl)-,  8-methyl-8-azabicy= 
clo[3.2.1]oct-3-yl  ester,  [3 {S)~endo]~ 


OC(  O)  CHPh  CH2  OH 
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Cyclobutanecarboxylic  acid,  3-methyl-l-[[(l-phenylethyl)  = 
amino]carbonyl]-,  ethyl  ester 
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ethyl  ester 
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290  C4H3CI5N2.CIH  40645-79-2 

Ethanimidamide,  2,2-dichloro-N-(trichloroethenyl)-,  mono= 
hydrochloride 


ci2c=ccinhcchci2  • HCI 


290  C7H6CI3O2PS  946-04-3 

Phosphorochloridothioic  acid,  0-(2,4-dichlorophenyl)  O-methyl  ester 
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Manganese,  tetracarbonyl(3,3,3-trifluoro-2-formyl-l-propenyl- 
C,0)~,  (OC- 6-23)- 
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2,6-Adamantanedione,  4-iodo-,  (1/?)- 
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Benzene,  [3-bromo-2-(bromomethyl)propyl]- 
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2,3-Furandicarboxylic  acid,  tetrahydro-5-oxo-3-[(trimethyl= 
silyl)oxy]-,  dimethyl  ester 
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290  C12H9BCI2N4 

A2-Tetrazaboroline,  l,4-bis(p-chlorophenyl)- 


28149-53-3 


290  Ci2H2604Si2  18105-31-2 

Hexanedioic  acid,  bis(trimethylsilyl)  ester 

MeaSi  OC(  0)  ( CH2  )4  C(  0)  OSi  Me3 


290  Ci2H2604Si2  55557-29-4 

Butanedioic  acid,  2,3-dimethyl-,  bis(trimethylsilyl)  ester 

MeaSi  OC(  0)  CHMe CHMe C(  0)  OS  i Me3 
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290  C13H16CI2O3  56700-86-8 

1,4-Cyclohexadiene-l-propanoic  acid,  3-(dichloromethyl)-3- 
methyl-6-oxo-,  ethyl  ester 
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Carbamic  acid,  [l-[(butylamino)carbonyl]-l7f  -benzimidazol-2-yl]-, 
methyl  ester 
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Benzamide,  3-chloro-N-[(phenylamino)thioxomethyl]- 

CONHCSNHPh 
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4,7-Dioxa-3,8-disiladecane,  3,3,8,8-tetraethyl- 
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2,4-Imidazolidinedione,  l-acetyl-5-[4-(acetyloxy) phenyl] -3- 
methyl-,  (±)- 
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methoxy- 
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290  CisHuOe  23673-54-3 

2-Naphthoic  acid,  6-hydroxy-5,7-dimethoxy-,  acetate 


i.  — , — j — .,i. i.  ,uiL, — 1 

1 , L , i, A , 1 i r- 

— i 1 H lr*-L — iuuli i Ui< — i *1 i-4 1 1 4 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


— i 1 1 1 1 1 1 1 1 1 1 1 1 1 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


290  CisHuOe  52525-98-1 

2T/-Pyran-2-one,  6-[2-(l,3-benzodioxol-5-yl)ethenyl]-5,6-di:::: 
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10/f-Phenothiaphosphine,  10-methoxy-2, 7-dimethyl-,  10-oxide 
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l//-Pyrrole-2,5-dione,  l,l'-(l,7-heptanediyl)bis- 
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290  C15H18N2O4  55125-17-2 

2,4,6(l/f,3/7,5/f)-Pyrimidinetrione,  5-ethyl-5-(4-methoxy= 
phenyl)-!, 3-dimethyl- 
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3/i-Oxireno[8,8a]naphtho[2,3-6]furan-5-ol,  la,2,4,4a,5,9-hexa= 
hydro-4, 4a, 6-trimethyl-,  acetate 
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2,4-Imidazolidinedione,  S-ethyl-S-methyl-S-phenyl-l-ltri^ 
methylsilyl)- 
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4,7-Ethanoisobenzofuran-l,3-dione,  6-(acetyloxy)-3a,4,7,7a- 
tetrahydro-5-methyl-8-(l-methylethenyl)- 


^0 

H2  C = CMe 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


. Ll 

LU. .1 1 

10  20 

30  40  50  60  70  80  90  100  110  120  130  140  150 

“i* 1 — 11 — 1 1 1 Lr 

1 \ 1 **r T T T 

290  C18H10S2  198-89-0 

Benzo  [ 1,2— 6:3,4— 6'  ] bis  [ 1 ] benzothiophene 


290  C18H10S2  222-24-2 

Benzo[2,l-6:3,4-6']bis[l]benzothiophene 
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290  C18H10S2 

Benzo[l,2-6:4,5-6']bis[l]benzothiophene 
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2,4-Pentadiyn-l-one,  1 ,5-bis(4-methoxyphenyl)- 
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l//-Indole-2-carboxamide,  N,l-bis(l,l-dimethylethyl)-4, 5,6,7- 
tetrahydro-3-methyl- 
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l,4-Pentadiyn-3-one,  l,5-bis(4-methoxyphenyl)- 
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Androstan-17-one,  3-hydroxy-,  (3a, 5/3)- 
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Androstan-3-one,  17-hydroxy-,  (5a,  17/3)- 
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290  C19H30O2  18202-20-5 

4,7-Octadecadiynoic  acid,  methyl  ester 

MeOC(O)  CH2CH2C:CCH2C:C(CH2  ) 9 Me 
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5,8-Octadecadiynoic  acid,  methyl  ester 

Me  ( CH2  ) 8 C • CCH2  C = C(  CH2  ) 3 C(  0 ) OMe 
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290  C19H30O2  18202-23-8 

8,11-Octadecadiynoic  acid,  methyl  ester 

MeOC( 0) ( CH2 ) 6 C:CCH2  C = C( CH2 ) 5 Me 
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10,13-Octadecadiynoic  acid,  methyl  ester 

Me OC(  0)  ( CH2  ) 8 C:CCH2  C:C(  CH2  ) 3 Me 
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D-Norandrostane-16-carboxylic  acid,  (5a,  16/3)— 
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290  C19H30O2  56846-98-1 

13,16-Octadecadiynoic  acid,  methyl  ester 

MeOC(  0)  ( CH2 ) 1 1 CECCH2  CECMe 
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2-Phenanthrenecarboxaldehyde,  1, 2, 3, 4, 4a, 4b, 5, 6, 7, 8,8a,  9- 
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Ethylene,  2-(p-chlorophenyl)-l,l-diphenyl- 
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290  C20H15CI  20333-62-4 

Ethylene,  2-(o-chlorophenyl)-l,l-diphenyl- 


290  C20H18O2  55125-19-4 

Benz[a]anthracene-7,12-diol,  7, 12-dihydro-7, 12-dimethyl-,  cis- 
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Hydrocinnamic  acid,  o-(2-naphthylmethyl)- 


HO2  CCH2  CH2 
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Benz  [a]  anthracene-7, 12-diol,  7, 12-dihydro-7, 12-dimethyl-,  trans- 
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HO  Me 
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290  C20H34O  596-84-9 

lH-Naphtho[2,l-6]pyran,  3-ethenyldodecahydro-3,4a,7,7,10a- 
pentamethyl-,  [3R-(3a,4ad,6aa,10a/3,10ba)]- 


CH - CH? 
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methyl-2-methylene-,  [ IS- [ la (S* ) ,4a/3,8a a ] ] - 
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290  C20H34O  1438-62-6 

1-Naphthalenepropanol,  a-ethenyldecahydro-a.S^^a-tetra^ 
methyl-2-methylene-,  [lS-[la(/?*),4a/8,8aa]]- 

Me 


H2  C = CHCMe  ( OH ) CH2  CH2 
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Kauran-13-ol 
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290  C20H34O  39012-00-5 

2,6,10-Cyclotetradecatrien-l-ol,  3,7,1 1-tri  methyl- 14— ( 1— 
methylethyl)- 
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290  C20H34O  54550-11-7 

Androstan-3-ol,  9-methyl-,  (3/3,5 a)- 
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1,5-Hexadiene,  3, 4-diethyl-l, 6-diphenyl-,  (EyE)~ 

PhCH  = CHCHE  t CHE  t CH  = CHPh 
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291  CiiH29N02Si3  5630-82-0 

Glycine,  A^N-bis(trimethylsilyl)-,  trimethylsilyl  ester 


S i Me  3 
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Me3  Si  OC(  0)  CH2  NS  i Me3 
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Methanaminium,  N-(bromophenylmethylene)-AL-methyl-,  bromide 


Me2N=CBrPh 
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Phosphoramidic  acid,  methyl-,  2-chloro-4-(l,l-dimethyl= 
ethyl)phenyl  methyl  ester 
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Propanedioic  acid,  (methoxyimino)-,  bis(trimethylsilyl)  ester 
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291  CiiHhC12N04 

l- Alanine,  N-[(2,4-dichlorophenoxy)acetyl]- 


50648-96-9 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


291  C13H16F3NO3  56272-58-3 

Acetamide,  2,2,2-tr  ifluoro-Ar-[  2- [2- (hydroxymethyl) -6- 
methylphenoxy]-l-methylethyl]- 


on  2 on 
& 


OCH2  CHMeNHCOCF3 
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291  C13H16F3NO3  56272-59-4 

Acetamide,  2,2,2-trifluoro-Ar-[2-(4-hydroxy-2,6-dimethyl:=: 
phenoxy)-l-methylethyl]- 


10  20  30  40  50  60  70  60  90  100  110  120  130  140  150 


291 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


291  C13H25NO6  36757-11-6 

a-D-Glucopyranoside,  methyl  2-(acetylmethylamino)-2-deoxy- 
3,4,6-tri-O-methyl- 


MeN(Ac) 


291  CuHnNaCL  34368-03-1 

L-Tyrosinamide,  5-oxo-L-prolyl- 


CONHp 


291  C15H17NO3S  21969-24-4 

Benzenesulfonamide,  AM4-methoxyphenyl)-N, 4-dimethyl 


291  C15H17NO5  23626-71-3 

m-Dioxino[4',5':5,6]pyrano[3,2-d]oxazol-9-ol,  3a, 4a, 5, 8a, 9, 9a- 
hexahydro-2-methyl-7-phenyl-,  stereoisomer 


OH 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


291  CisHnNOs  25539-42-8 

m-Dioxino[4',5':5,6]pyrano[3,2-d]oxazol-9-ol,  3a, 4a, 5, 8a, 9,9a- 
hexahydro-2-methyl-7-phenyl-,  stereoisomer 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


291  CioPhiNOaSi  54833-72-6 

lH-Indole-3-acetic  acid,  5-methoxy-2-methyl-,  trimethylsilyl  ester 
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2158 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


291 


291  Ci5H2iN03Si  54833-73-7 

1/f-Indole-l-propanoic  acid,  a-[(trimethylsilyl)oxy]-,  methyl  ester 


OS  i Me  3 
I 

CH2  CHC(  0)  OMe 


291  Ci5H2iN03Si  55591-01-0 

lH-Indole-3-acetic  acid,  5-methoxy-l-(trimethylsilyl)-,  methyl 
ester 


S i Me  3 

I 


CH2  C(  0)  OMe 


291  Ci6H13N50  29366-69-6 

s-Triazine-2-carboxylic  acid,  4,6-diphenyl-,  hydrazide 


Ph 


291  C16H21NO2S  ' 50455-59-9 

5-Oxa-8-thia-6-azaspiro[3.4]octan-2-one,  l,l,3,3,6-penta= 
methyl-7-phenyl- 


Ph 


Me 


0 


291  Ci6H25N02Si  54833-74-8 

4-Piperidinecarboxylic  acid,  l-methyl-4-phenyl-,  trimethylsilyl  ester 

C(  0)  OSi  Me3 

rfn 

Me 


291  Ci7Hi3N302  19263-85-5 

1-Naphthaldehyde,  (o-nitrophenyl)hydrazone 


292 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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291  C18H29NO2  32589-48-3 

Carbamic  acid,  (a-methylbenzyl)-,  1-ethyl-l-methylhexyl  ester 

Me  ( CM2  ) 4 CE  I Me  0C(  0)  NHCHMePh 


±JL± 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


291  C18H29NO2  54833-47-5 

Carbamic  acid,  (1-phenylethyl)-,  3-methyloctyl  ester 

PhCHMe  NHC(  0)  OCH2  CH2  CHMe  ( CH2  ) 4 Me 


I.  .1.1 

, 

. jjjj L 

. i. . i.  i. L 

10  20  30  40  50  60  7C 

80  90  100  110  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


291  C19H17NO2 

Pyridine,  3,4-bis(p-methoxyphenyl)- 


15638-13-8 


291  C19H21N3  33903-13-8 

Benzenamine,  N,N-dimethyl-2-(l,2,3,9-tetrahydropyrrolo[2,l- 
6]quinazolin-3-yl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


291  C19H33NO 

3-Aza-A-homoandrostan-16-ol,  (5/3, 16/3)- 


22614-24-0 


160  170  180  190  200  210  220  230  240  2S0  260  270  280  290  300 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  C2HC0F6O2P2  21329-73-7 

Cobalt,  dicarbonylhydrobis(phosphorus  trifluoride)- 

Pf3 


i 

■ I.  ■ 

1 i 1 1 

10  20  30  40  50  60  70  80 

90  100  110  120  130  140  150 

1 J 1 1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


2160 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


292 


292  CsHsClsO  56818-03-2 

Benzene,  (pentachloroethoxy)- 

Cl  3CCCI  2 OPh 


292  CgHgBrCUS  50397-65-4 

Acetic  acid,  [(4-bromophenyl)sulfonyl]-,  methyl  ester 


SO2  CH2  C(  0)  OMe 


292  CioH2o06Si2  55638-47-6 

l,4-Dioxane-2,5-dione,  3,6-bis[(trimethylsilyl)oxy]- 


0 


292  CioH2802Si4  15261-06-0 

l,5-Dioxa-2,4,6,8-tetrasilacyclooctane,  2,2,4,4,6,6,8,8-octamethyl- 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  Ci2H2oS4  57289-41-5 

2,4,6,8-Tetrathiatricyclo[3.3.1.13'7]decane,  1,3,9,9,10,10-hexamethyl- 
(±)- 


Me 


292  C12H22CLP2  16182-90-4 

4,7-Phosphinidenephosphindole,  1,8-diethoxyoctahydro-,  1,8- 
dioxide 


EtO  0 
\// 


292  Ci2H27Sb  13787-35-4 

Stibine,  tris  ( 1 , 1-dimethylethyl)- 


Sb ( Bu - 1 ) 3 


292 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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292  Ci2H28Sn  2176-98-9 

Stannane,  tetrapropyl- 

Sn  P r 4 


292  Ci2H28Sn  2949-42-0 

Stannane,  tetrakis(l-methylethyl)- 

Sn ( Pr - i ) 4 


292  Ci2H28Sn  54833-70-4 

Stannane,  dibutylmethyl(l-methylethyl)- 

Me  ( CH2  ) 3 Sn  Me  ( P r - i ) ( CH2  ) 3 Me 


292  C13H6CI2N2O2  960-86-1 

ll//-Dibenzo[c,/][l,2]diazepin-ll-one,  3,8-dichloro-,  5-oxide 


0 


1 ilL 1 

1 dll 11I1 Hi ill llil 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  1 

50 

:l — ,11  ,lii  . iii . Il|i  . 1-1  , li . i-i  . !■  1 Ij , 

lL_ 

160  170  180  190  200  210  220  230  2*0  250  260  270  280  290  300 


292  CisHgBrOs 

Carbonic  acid,  p-bromophenyl  phenyl  ester 


17175-13-2 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

292  C13H9CIN2O2S  35076-84-7 

10//-Phenothiazine,  3-chloro-10-methyl-7-nitro- 


292  C13H12N2O2S2  24539-87-5 

Benzenesulfonamide,  iV-[(phenylamino)thioxomethyl]- 

PhNHCSNHS02Ph 


292  C13H12N2O4S  16238-40-7 

2H-l,3-Thiazine-6-carboxylic  acid,  3,4-dihydro-2-[(o-meth= 
oxyphenyl)imino]-4-oxo-,  methyl  ester 


0 


2162 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


292 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  C13H13N2PS2  16523-57-2 

Urea,  l-(diphenylphosphinothioyl)-2-thio- 

S = PPh  2 NHCSNH2 


292  C13H16N4O4  4864-46-4 

Cyclohexanone,  3-methyl-,  (2,4-dinitrophenyl)hydrazone 


Me 


292  CisHieSn  944-85-4 

Stannane,  trimethyl-l-naphthalenyl- 


SnMe3 


Ll 1 .1.. 

, _L. nil 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1.  ,..hl , , , , Jill  ilL 4-1 

11,1.  -1.1 , 

-iu“‘ — i 1 1 1 1 — i 1 ■i“l< r ‘f r‘ “f i — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  Ci3Hi6Sn  945-77-7 

Stannane,  trimethyl-2-naphthalenyl- 


292  C14H12O7  14090-52-9 

1,4-Naphthoquinone,  2-acetyl-3,5-dihydroxy-6,8-dimethoxy- 


292  C14H12O7  14090-53-0 

1,4-Naphthoquinone,  2-acetyl-3,8-dihydroxy-5,6-dimethoxy- 


1 

io  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

. - 

|| 

IIIIIVIIlllllVB 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

292  Ci4H29C102Si  26305-98-6 

Undecanoic  acid,  11-chloro-,  trimethylsilyl  ester 

Cl  ( CH2  ) 1 0 C(  O)  OSi  Me3 


100 
80 
60 
40 
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0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  Ci4H3204Si  55683-16-4 

Silicic  acid  (HUSiO-t),  dibutyl  dipropyl  ester 

OPr 

Me ( CH2  ) 3 OS  i 0( CH2  ) 3 Me 
PrO 


292  C16H20O5  1472710-2 

1,2-Cyclopropanedicarboxylic  acid,  3-methoxy-3-phenyl-,  diethyl 
ester 


292  C16H2o05  35818-31-6 

lH-2-Benzopyran-l-one,  3,4-dihydro-6,8-dihydroxy-3-[(tet= 
rahydro-6-methyl-2H-pyran-2-yl)methyl]- 

ho  0 


292  C16H20O5  38146-60-0 

2H-Pyran-2-one,  6-[2-(3,4-dimethoxyphenyl)ethyl]-5,6-di= 
hydro-4-methoxy-,  (S)- 


OMe 


C(  O)  OEt 

A 

/ \~Ph 
EtOC(O)  OMe 


292  C16H20O5  19892-18-3 

5-Benzofuranacetic  acid,  6-ethenyl-2,4,5,6,7,7a-hexahydro-7a- 
hydroxy-3,6-dimethyl-a-methylene-2-oxo-,  methyl  ester 


292  C16H20O5  42756:22-9 

1,2-Cyclopropanedicarboxylic  acid,  3-methoxy-3-phenyl-,  diethyl 
ester,  (la, 2d, 3a)- 

C(  O)  OE  t 

A- 

EIOC(O)  OMe 


2164 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


292 


292  C16H20O5  52918-77-1 

4,7-Ethanoisobenzofuran-l,3-dione,  5-(acetyloxy)-3a,4,7,7a- 
tetrahydro-4-methyl-7-(l-methylethyl)- 


Me  0 


Pr-i 


292  C16H20O5  52918-78-2 

4,7-Ethanoisobenzofuran-l,3-dione,  5-(acetyloxy)-3a,4,7,7a- 
tetrahydro-7-methyl-4-(l-methylethyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  C17H16N4O  13617-66-8 

3/f-Pyrazol-3-one,  2,4-dihydro-5-methyl-4-[[4-(methyl  = 
amino)phenyl]imino]-2-phenyl- 


292  C17H28N2S  56438-21-2 

Thiourea,  Ar,iV-bis(3-methylbutyl)-./V'-phenyl- 

CSNHPh 

I 

Me  2 CHCH2  CH2  NCH2  CH2  CHMe  2 


292  C18H12O4  548-59-4 

2,5-Cyclohexadiene-l,4-dione,  2,5-dihydroxy-3,6-diphenyl- 


OH 


OH 


292  C18H12O4  16688-88-3 

2,5-Cyclohexadiene-l,4-dione,  2,5-bis(4-hydroxyphenyl)- 


292  C18H16N2O2  1564-29-0 

5(4/f)-Oxazolone,  4-[[4-(dimethylamino)phenyl]methylene]-2- 
phenyl- 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


292 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2165 


292  C18H16N2O2  32701-85-2 

l/f-Pyrazole-4-acetic  acid,  3-methyl-l,5-diphenyl- 


Me 


292  C18H25FO2  33547-53-4 

Estra-5(10)-en-6-one,  3jd-fluoro-17d-hydroxy- 


292  Ci8H2803  41853-35-4 

l(2//)-Phenanthrenone,  7-(acetyloxy)dodecahydro-2,4b-dimethyl-, 

[2S-(2a,4aa,4bd,7d,8aa110a/3)]- 


292  C19H17OP  2959-74-2 

Phosphine  oxide,  diphenyl(phenylmethyl)- 

Ph  CH2  PPh2 :0 


292  C19H20N2O  51598-51-7 

l,5-Methanoazocino[r,2':l,2]pyrido[3,4-6]indol-2(lH)-one,  5,= 
6,8,9, 14, 14b-hexahydro-4-methyl-,  (lcv,5a,14ba)- 


0 


292  C19H20N2O  54725-64-3 

Yohimban-17-one,  18,19-didehydro- 


2166 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


292 


292  C19H20N2O  54833-65-7 

Pyrrolo [2,3-6] indole,  l-benzoyl-l,2,3,3a,8,8a-hexahydro-3a,8- 
dimethyl-,  (3aS-cis)~ 


292  C19H32O2  301-00-8 

9,12,15-Octadecatrienoic  acid,  methyl  ester,  (Z,Z,Z)- 

Me  OC( 0) ( CH2 ) 7 CH  = CHCH2  CH  = CHCH2  CH  = CHE  t 


Me 
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40 
20 
0 
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0 -* r- 1 r 1 1 1 1 — i 1 1 i 1 i ‘ i — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  C19H32O2  2676-41-7 

6,9,12-Octadecatrienoic  acid,  methyl  ester 

Me  ( CH2  ) 4 CH  = CHCH2  CH=CHCH2  CH  = CH(  CH2  ) 4 C(  0)  OMe 


292  C19H29FO  24467-83-2 

Estr-5(10)-en-17-ol,  3-fluoro-6-methyl-,  (3a, 6/3, 17/3)- 


Me 


292  C19H29FO  24467-84-3 

Estr-5(10)-en-17-ol,  3-fluoro-6-methyl-,  (3/3,6/3,17/3)- 


Me 


292  C19H32O2  7361-80-0 

9,12,15-Octadecatrienoic  acid,  methyl  ester 

Me  OC(  0)  ( CH2  ) 7 CH  = CHCH2  CH  : CHCH2  CH  = CHE  t 


.i.l ii  1I...U1 

iL.j -l.liL .-»i. 

1 1 1 1 1 1 1 1 1 1 1 1 1 1 ■ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

80- 
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40- 

20- 

0 -I*— t‘“  — T“-“  1 t — 1 — — 1 — r r1- — 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  C19H32O2  18202-19-2 

17-Octadecen-14-ynoic  acid,  methyl  ester 

MeOC(O)  (CH2)i  2C  = CCH2CH  = CH2 


292 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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292  C19H32O2  22630-49-5 

Androstane-3,16-diol,  (3/3, 5«, 16a)- 


. lillllll.  — llllll.,  I.llllll. l|lill|L.  Jill|l,..  lulll 

Jj 

ll.ll.l-! L 

Ini 

l.li,  J. . . 

‘“I 1 ‘.““‘“I ““T" “unll I 1 1 ““t1" 1 — “““1 — 1— 

160  170  180  190  200  210  220  230  240  250  260  270  260  290  300 


292  C19H32O2  24828-60-2 

6-Tridecenoic  acid,  13-(2-cyclopenten-l-yl)-,  methyl  ester 


(CH2  ) 6 CH  ■ CH ( CH2  ) 4 C(  0)  OMe 


292  C19H32O2  43125-55-9 

3,6-Epoxy-2H-naphth[2,l-c]oxocin,  tetradecahydro-3,9,9,12a- 
tetramethyl-,  [3/?-(3a,6«,6ad,8a«,12a|3,12ba)]- 


292  C19H32O2  51513-06-5 

1-Naphthalenol,  decahydro-5-(5-hydroxy-3-methyl-3-pente= 
nyl)-l,4a-dimethyl-6-methylene-,  [lR-[la,4al0,5/3(.E'),8aa]]- 


292  C19H32O2  25126-76-5 

Androstane-3,17-diol 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


292  C19H32O2  54200-09-8 

Androstane-3,ll-diol,  (3/3, 5a, 11/3)- 


HO  Me 


L ..l|lllll.  .111.1.  -ill.  I.  Illli.  n-!-.. ^ 

i| H- 

' — r1 H 1 — 

T"—  r— — 1 — t — i i 1 — — 1—  — “*“r 1 — — r r r— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


2168 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


292 


292  C19H32O2  55570-95-1 

l,4-Epoxy-l//,3//-naphth[8a,l-c]oxocin,  dodecahydro-4,7,10,= 
10-tetramethyl- 


292  C19H32O2  55649-42-8 

1-Naphthalenepropanol,  a-ethenyldecahydro-8a-(hydroxy= 
methyl)-a,5-dimethyl-2-methylene- 


CH20H 


CH2  CH2  CMe  ( OH ) CH  = CH2 
CH2 


292  C19H32O2  56847-05-3 

9-Octadecen-12-ynoic  acid,  methyl  ester 

Me  ( CH2  ) 4 C:CCH2  CH  = CH(  CH2  ) 7 C(  0)  OMe 

100 
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60 
40 
20 
0 
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100 
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60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


...  J, 

292  C20H24N2  55103-49-6 

Aspidofractinine,  3-methylene-,  (2a, 5a)- 


292  C20H24N2  56053-28-2 

2,20-Cycloaspidospermidine,  6,7-didehydro-3-methyl-,  (2a,  = 
30, 5a, 12/1, 19a, 20/?)- 


292  C20H36O  36237-66-8 

6,10,14-Hexadecatrien-l-ol,  3,7,1 1,15-tetramethyl-,  [//-(E.E)]- 

Me  2 C : CHCH2  CH2  CMe  = CHCH2  CH2  CMe  = CHCH2  CH2  CHMe  CH2  CH2  OH 


293 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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292  C20H36O  57129-66-5 

lH-Naphtho[2,l-5]pyran,  3-ethyldodecahydro-3,4a,7,7,10a- 
pentamethyl-,  [3S-(3a,4ad,6acv,10a/3,10bo)]- 


— I ■ I """  I —r 1 1 “-nr— I I 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


293  CsPLChFeNSi  28871-57-0 

Ethanamine,  2-(dichloromethylsilyl)-7V,Ar-bis(trifluoromethyl)- 

cf3 

I 

MeSi Cl  2 CH2CH2  NCF 3 


293  C6CI5NO2  82-68-8 

Benzene,  pentachloronitro- 


ci 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


293  C6HioCuN6S2  24457-73-6 

Copper,  [[2,2'-(l,2-dimethyl-l,2-ethanediylidene)bis[hydrazi:= 
necarbothioamidato]](2-)-./V2v/V2',S,S']- 


s 


NH2 

X., 


293  C9H12NO2.I  14996-89-5 

Pyridinium,  3-(2-methoxy-2-oxoethyl)-l-methyl-,  iodide 


Me  ^ CHoC(0)0Me 

cr 


293  C9H12NO2.I  39998-18-0 

Pyridinium,  2-(2-methoxy-2-oxoethyl)-l-methyl-,  iodide 


Me 


CH2C(0)0Me 
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293  C9H12NO2.I  39998-19-1 

Pyridinium,  4-(2-methoxy-2-oxoethyl)-l-methyl-,  iodide 


aCH2  C(0)0Me 
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2,4,6,8-Tetrathiatricyclo[3.3.1.13-7]decane-l-carboxamide,  3,5,7- 
trimethyl- 
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Thiocyanic  acid,  2-ethoxy-3,6-dihydro-6-[[(methylsulfonyl)  = 
oxy] methyl] -2/f-pyran-3-yl  ester 
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Acetamide,  Ar-[2-ethoxy-3,6-dihydro-6-[[(methylsulfonyl)  = 
oxy]methyl]-2//-pyran-3-yl]- 
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Methionine,  N-(trimethylsilyl)-,  trimethylsilyl  ester,  L- 
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Phenanthridinium,  5-methyl-,  perchlorate 
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293  C14H15NO4S  50267-12-4 

3,8-Dioxa-ll-azatetracyclo[4.4.1.02A07’9]undecane,  ll-(phenyl= 
sulfonyl)-,  (la,2a,4a,6a,7d,9d)- 


Ph  SO2 
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Acetamide,  iV-(p, d-dihydroxyphenethyl)-N-methyl-,  diacetate 
(ester) 

OAc 


Ac  O' 
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Fumaric  acid,  p-anisidino-,  diethyl  ester 
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293  C16H11N3O3  22114-24-5 

2(l/f)-Pyrimidinone,  4-(4-nitrophenyl)-6-phenyl- 
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293  C16H11N3O3  37673-86-2 

2(l//)-Pyrimidinone,  5-nitro-4,6-diphenyl- 


Ph 
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293  CieHnChN  13026-02-3 

Diphenethylamine,  4,4’-dichloro- 
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2(3//)-Furanone,  3-[(4-nitrophenyl)methylene]-5-phenyl- 
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293  C17H15N3O2  27934-17-4 

3//-Pyrazol-3-one,  2,4-dihydro-4-[(4-methoxyphenyl)imino]- 
5-methyl-2-phenyl- 
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l/f-Pyrrolo[2,3-6] pyridine,  3-(morpholinomethyl)-2-phenyl- 
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l/7-Isoindole-l,3(2//)-dione,  2-(5-phenylpentyl)- 


( CH2 ) 5 Ph 
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l/f-Isoindole-l,3(2/7)-dione,  2-(4-oxo-4-phenylbutyl)- 


( CH2 ) 3 COPh 
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2//-l,3-Benzoxazine,  3-cyclohexyl-3,4_dihydro-6-phenyl- 
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294  CeFsI  827-15-6 

Benzene,  pentafluoroiodo- 
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1,3,5-T rioxa-2,4,6,8-tetrasilacyclooctane,  2,2,4,4,6,6,8,8-octamethyl- 
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2,4,6,8-Tetrathiaadamantane-l-carboxylic  acid,  3,5,7-trimethyl- 
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294  CnHieFeCh  38274-66-7 

1,3-Dioxolane,  4-hexyl-2,2-bis(trifluoromethyl)- 


( CH2  ) 5 Me 


294  CnHieFeOa  38363-89-2 

1,3-Dioxolane,  4-methyl-5-pentyl-2,2-bis(trifluoromethyl)-,  trans- 

Me 
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( CH2  ) 4 Me 


294  CiiHi6F602  38363-90-5 

1,3-Dioxolane,  4-butyl-5-ethyl-2,2-bis(trifluoromethyl)-,  cis- 

Et 


( CH2 ) 3 Me 
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1,3-Dioxolane,  4-butyl-5-ethyl-2,2-bis(trifluoromethyl)-,  trans- 
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294  CnHieFeCh  38363-92-7 

1,3-Dioxolane,  4,5-dipropyl-2,2-bis(trifluoromelhyl)-,  cis- 


Pr 


294  CuHieFeCh  38363-93-8 

1,3-Dioxolane,  4,5-dipropyl-2,2-bis(trifluoromethyl)-,  trans- 


Pr 


294  CnHieFeOa  38424-78-1 

1,3-Dioxolane,  4-methyl-5-pentyl-2,2-bis(trifluoromethyl)-,  cis- 


Me 
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294  C13H8CI2N2O2  23469-59-2 

ll/f-Dibenzo[c,/][l,2]diazepin-ll-ol,  3,8-dichloro-,  5-oxide 


OH 


294  C13H14N2O4S  16238-47-4 

2/f-l,3-Thiazine-6-carboxylic  acid,  tetrahydro-2-[(o-meth= 
oxyphenyl)imino]-4-oxo-,  methyl  ester 
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294  C13H18N4O4 

4-Heptanone,  (2,4-dinitrophenyl)hydrazone 
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Hexanal,  4-methyl-,  (2,4-dinitrophenyl)hydrazone 


NHN  = CHCH2  CH2  CHMe  CH2  Me 
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294  C13H18N4O4  55103-79-2 

2-Pentanone,  3, 4-dimethyl-,  (2,4-dinitrophenyl)hydrazone 


02N 


NHN : CMe  CHMeCHMe  2 
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10/7-Phenoxaphosphine,  2-chloro-8-ethyl-10-hydroxy-,  10-oxide 
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294  C14H18N2O5  56272-47-0 

L-Alanine,  N-(iV-acetyl-L-tyrosyl)- 

NH  Ac 
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CH2  CHC0NHCHMeC02  H 
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1,2,4-Benzenetricarboxylic  acid,  4-butyl  1,2-dimethyl  ester 
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294  CisHwBrO  55956-26-8 

Benzene,  l-bromo-4-methoxy-2-methyl-5-(l-methyl-2- 
methylenecyclopentyl)- 
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294  C15H19CIN2O2  39931-33-4 

Pyrrolo[l,2-5][l,2,4]oxadiazol-2(l/f)-one,  l-(4-chlorophenyl)= 
tetrahydro-5,5,7,7-tetramethyl- 


Me 
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1,3-Propanediamine,  iV-phenyl-N,N'-bis(trimethylsilyl)- 

MeaSi  NPh(  CH2  ) 3 NHSi  Mea 
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1,3-Propanediamine,  N'-phenyl-N,N-bis(trimethylsilyl)- 

S i Me  3 
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PhNH(CH2)3NSiMe3 
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Phloroglucinol,  2,4-divaleryl- 
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294  C16H26N2O3.  19343-17-0 

3',5'-Acetoxylidide,  4'-[2-hydroxy-3-(isopropylamino)propoxy]- 

Me 
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2,4,6(l/f,3i7,5//)-Pyrimidinetrione,  l,3-diethyl-5-(l-methyl= 
butyl)-5-(2-propenyl)- 
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294  Ci6H2603Si  21273-13-2 

Heptanoic  acid,  7-phenoxy-,  trimethylsilyl  ester 

Me3  Si  OC(O)  ( CH2  ) 6 OPh 
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294  C17H14N2O3  739-50-4 

2,4,6(l/7,3/f,57f)-Pyrimidinetrione,  5-methyl-l,3-diphenyl- 
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294  C17H14N2O3  20007-87-8 

Spiro[3//-l,4-benzodiazepine-3,2'-oxirane]-2,5(l/7,4T/)-dione, 
4-methyl-3'-phenyl- 


294  C18H14O4  33545-32-3 

3-Furancarboxylic  acid,  2, 5-dihydro-5-oxo-2, 2-diphenyl-,  methyl 
ester 
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Acetamide,  N-[2-(l,2-dihydro-l-hydroxy-2-oxo-3-quinoli= 
nyl)phenyl]- 


oh 


Ac  NH 
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3-Decanone,  5-hydroxy-l-(4-hydroxy-3-methoxyphenyl)-,  (S)- 


CH2CH2COCH2CH(OH)  ( CH2  ) 4 Me 
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Phosphinic  acid,  diphenyl-,  phenyl  ester 

PhOPPh2  = 0 
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4-Imidazolidinone,  l-acetyl-2-methyl-5,5-diphenyl- 
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2,6-Nonadienoic  acid,  7-ethyl-9-(3-ethyl-3-methyloxiranyl)-3- 
methyl-,  methyl  ester,  [2«(E,£),3n]- 
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4/?H,5a-Eremophil-l  ( 10)-ene,  1 l-(trimethylsiloxy)- 


Me  3 S i OCMe2 
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Silane,  trimethyl[(3,7,ll-trimethyl-2,6,10-dodecatrienyl)oxy]- 

Me3  S i OCH2  CH  = CMe  CH2  CH2  CH  = CMe  CH2  CH2  CH  - CMe  2 ' 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


294  C19H18O3  568-72-9 

Phenanthro[l,2-5]furan-10,ll-dione,  6,7,8,9-tetrahydro-l,6,6- 
trimethyl- 
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Phenanthro[3,2-6]furan-7,ll-dione,  1,2, 3, 4-tetrahydro-4, 4,8- 
trimethyl- 
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Y ohimban-17-one 
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Sarpagan-17-ol 
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294  C19H22N2O  6872-34-0 

Curan-17-al,  2,16-didehydro- 
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Aspidofractinine,  3-oxo- 
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9,12-Octadecadienoic  acid  ( Z,Z)~ , methyl  ester 
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MeOC(O) (CH2 )7  CH  = CHCH2CH  = CH(CH2 )4Me 
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294  C19H34O2  1120-32-7 

9-Octadecynoic  acid,  methyl  ester 

MeOC(O)  ( CH2  ) 7 C : C(  CH2  ) 7 Me 
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294  C19H34O2  2777-64-2 

6-Octadecynoic  acid,  methyl  ester 

MeOC(  0)  ( CH2  ) 4 C : C(  CH2  ) 1 0 Me 
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294  C19H34O2  13038-47-6 

9,11-Octadecadienoic  acid,  meth\l  ester,  (E,E)~ 


294  C19H34O2  24828-59-9 

2-Cyclopentene-l-tridecanoic  acid,  methyl  ester,  (S)- 


Me  ( CH2  ) 5 CH  = CHCH  = CH(  CH2  ) 7 C{  0)  OMe 


294  C19H34O2  17309—05—6 

9,15-Octadecadienoic  acid,  methyl  ester,  (Z,Z)- 

E I CH  = CH  ( CH2  ) 4 CH  : CH(  CH2  ) 7 C(  0)  OMe 


(CH2)i  2 C(  0)  OMe 


294  C19H34O2  26543-36-2 

10-Octadecynoic  acid,  methyl  ester 


MeOC(O)  ( CH2  ) 8 C: C(  CH2  ) 6 Me 
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294  C19H34O2  18545-05—6 

8-Octadecynoic  acid,  methyl  ester 

MeOC(O)  (CH2)6C:C(CH2)eMe 


294  C19H34O2  26543-37-3 

1 1-Octadecynoic  acid,  methyl  ester 

Me  ( CH2  ) 5 C:C(  CH2  ) 9 C(  0)  OMe 
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294  C19H34O2  18545-06-7 

7-Octadecynoic  acid,  methyl  ester 

MeOC(O)  (CH2)sC:C(CH2)9Me 


294  C19H34O2  56554-24-6 

7,10-Octadecadienoic  acid,  methyl  ester 
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Me  ( CH2  ) 6 CH  : CHCH2  CH  = CH(  CH2  ) 5 C(  0)  OMe 
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294  C19H34O2 

14,17-Octadecadienoic  acid,  methyl  ester 

H2C  = CHCH2  CH  = CH(  CH2  ) 1 2 C(  0)  OMe 


56554-60-0  294  C19H34O2 

8,11-Octadecadienoic  acid,  methyl  ester 

Me  ( CH2  ) 5 CH:CHCH2CH=CH(  CH2  ) 6 C(  0)  OMe 


56599-58-7 
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294  C19H34O2 

11,14-Octadecadienoic  acid,  methyl  ester 

MeOC(  0)  ( CH2  )9CH  = CHCH2CH  = CHPr 


56554-61-1  294  C19H34O2 

4,7-Octadecadienoic  acid,  methyl  ester 

Me  ( CH2  ) 9 CH  = CHCH2  CH  = CHCH2  CH2  C(  0)  OMe 


56630-29-6 


T ■ -it-  1, 

-rJ 

lui 

lldi 

Li 

Lj. ll_ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


294  C19H34O2 

10,13-Octadecadienoic  acid,  methyl  ester 

Me  ( CH2  ) 3 CH  = CHCH2  CH  =CH  ( CH2  ) 8 C(  0)  OMe 


56554-62-2  294  C19H34O2 

9,15-Octadecadienoic  acid,  methyl  ester 

MeOC(O) (CH2)7CH=CH(CH2)4CH=CHEI 


56630-73-0 
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294  C19H34O2 

6,9-Octadecadienoic  acid,  methyl  ester 


56599-55-4 


294  C19H34O2 

5,8-Octadecadienoic  acid,  methyl  ester 


56630-74-1 


Me  ( CH2  ) 7 CH:CHCH2CH  = CH(  CH2  )4  C(  0)  OMe 


Me  ( CH2  ) 8 CH:CHCH2CH  = CH(  CH2  ) 3 C(  0)  OMe 
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294  C19H34O2 

2,5-Octadecadienoic  acid,  methyl  ester 


56846-97-0 


294  C20H22O2  5025-38-7 

Phenanthrene,  9,10--diethyl-3,6-dimethoxy- 


Me ( CH2 ) 1 1 CH  = CHCH2  CH  = CHC( 0) OMe 
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294  C19H34O2 

13,16-Octadecadienoic  acid,  methyl  ester 

MeOC(O)  ( CH2  ) 1 1 CH  = CHCH2  CH  = CHMe 


56846-99-2 
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294  C19H34O2 

3,6-Octadecadienoic  acid,  methyl  ester 


57156-92-0 


MeOC(  0)  CH2  CH  : CHCH2  CH  = CH  ( CH2  ) 1 0 Me 
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294  C19H34O2  57156-97-5 

12,15-Octadecadienoic  acid,  methyl  ester 

Me OC(  0) ( CH2 ) 1 0 CH : CHCH2 CH  = CHE  t 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


III-  1. 

i ill  1 n 

iLuJi 

Li 

llll -lllll In. 1 

10  20  30  40  50  60  70  8 

0 90  100  110  120  130  140  150 

‘1  — — 1 1 1 1 r 1 — 1 1 r 1 — ■ — 1 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


294  C20H22O2 

Cyclohexene,  l,2-bis(p-methoxyphenyl)- 


15638-15-0 
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294  C20H22O2 

Cyclohexene,  2,3-bis(p-methoxyphenyl)- 


15638-16-1 
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294  C20H22O2  23804-21-9 

Hydrocinnamic  acid,  o-[(l,2,3,4-tetrahydro-2-naphthyl)methyl]- 


294  C20H26N2 

Aspidofractinine,  3-methyl-,  (2a, 3a, 5a)- 


464-70-0 


CO""’  X) 


H02CCH2CH2 
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294  C20H22O2  29017-48-9 

Gona-l,3,5,7,9-pentaen-17-one,  13-ethyl-3-methoxy- 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


294  C20H26N2  739-71-9 

5H-Dibenz[6,/]azepine-5-propanamine,  10,11-dihydro 
trimethyl- 
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294  C20H22O2  51262-25-0 

Gona-l,3,5,7,9-pentaen-17-one,  13-ethyl-3-methoxy-,  (14/?)— 


294  C21H14N2 

17f-Phenanthro[9,10-d] imidazole,  2-phenyl- 


6931-31-3 
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295  C3H3CI3F3NOS2  51735-85-4 

Methanesulfinamide,  l,l,l-trifluoro-iV-methyl-N-[(trichloro= 
methyl)thio]- 

FsCS(  0)  NMeSCCI  3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


295  C7H6CIN3O4S2  58-94-6 

2#-l,2,4-Benzothiadiazine-7-sulfonamide,  6-chloro-,  1,1-dioxide 
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295  CioPbeNOsPSh  55108-63-9 

Phosphonic  acid,  [[(l-methylethylidene)amino]methyl]-,  bis= 
(trimethylsilyl)  ester 

OSi  Me3 
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Me  2 C i NCH2  POS  i Me  3 

II 
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295  Ci2Hi0BrNO3  29954-04-9 

2-Quinolinecarboxylic  acid,  6-bromo-l,4^dihydro-4-oxo-,  ethyl  ester 
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295  C12H17N5O4 

Adenosine,  iV,iV-dimethyl- 
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295  C13H2oF3N03  57983-56-9 

L-Proline,  l-(trifluoroacetyl)-,  1-methylpentyl  ester 


295  C12H9NO4S2  3660-41-1 

Benzenesulfonothioic  acid,  4-nitro-,  S-phenyl  ester 


jy 
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295  ChHivNCLS  50267-32-8 

2-Oxa-6-azatricyclo[3.3.1.13.7]decan-4-ol,  6-(phenylsulfonyl)-, 
(la, 3/3, 4/3, 5a, 7/3)- 


Ph  SO2 


295  CuHisBrNO  6638-88-6 

2H-1 ,3-Benzoxazine,  6-bromo-3-cyclohexyl-3, 4-dihydro- 
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295  C16H25NO4  1539-32-8 

3,5-Pyridinedicarboxylic  acid,  l,4-dihydro-2,6-dimethyl-4-(l- 
methylethyl)-,  diethyl  ester 


C(  0)  OE  t 


295  C14H21N3O4  33629-47-9 

Benzenamine,  4-(l,l-dimethylethyl)-/V-(l-methylpropyl)-2,6- 
dinitro- 


NO2 


rV 


295  C17H17N3O2  56248-50-1 

Benzeneacetamide,  Ar-[2-amino-l-[(phenylamino)carbonyl]  = 
ethenyl]- 


CHNH2 

II 

Ph  CH2  CONHCCONHPh 


t -Bu 


NO2 


295  Ci8H21N30  478-99-9 

Ergoline-8-carboxamide,  9,10-didehydro-N-ethyl-6-methyl-,  (8/3)- 


295  Ci4H25N02Si2  55887-86-0 

Glycine,  N-phenyl-A^-(trimethylsilyl)-,  trimethylsilyl  ester 

Me3  S i OC(  O)  CH2  NPh  S i Me 3 
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295  C18H21N3O  4498-32-2 

llH-Dibenzo[fe,e]  [l,4]diazepin-ll-one,  10-[2-(dimethyl  = 
amino)ethyl]-5,10-dihydro-5-rnethyl- 


295  C19H21NO2  13211-82-0 

rH-Estra-l,3,5(10),9(ll)-tetraeno[l,10,9,ll-6cd]pyrrol-17-one, 
3-methoxy- 


295  C19H21NO2  47206-72-4 

6//-Dibenzo[a,g]quinolizine,  5,8,13,13a-tetrahydro-2,3-dimethoxy-, 
(±)- 


OMe 


295  C19H37NO  56630-52-5 

Pyrrolidine,  l-(13-methyl-l-oxotetradecyl)- 

CH2  ) 1 1 CHMe2 


295  C19H37NO  56630-55-8 

Pyrrolidine,  l-(l-oxopentadecyl)- 

^S\j-CO(CH2)i3Me 


295  C19H37NO  56630-61-6 

Pyrrolidine,  l-(12-methyl-l-oxotetradecyl)- 

^/\N-CO(  CH2  ) t 0 CHMe CH2 Me 


295  C21H13NO 

Phenanthro[9,10-c/]oxazole,  2-phenyl- 


4410-14-4 
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296  CaHvCIHgO  123-88-6 

Mercury,  chloro(2-methoxyethyl)- 

MeOCH2  CH2  Hg  Cl 


296  C4H8N808  2691-41-0 

1,3,5,7-Tetrazocine,  octahydro-l,3,5,7-tetranitro- 


02  N 
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\ 

N02 


296  CeHisBi  617-77-6 

Bismuthine,  triethyl- 

B i E t 3 


296  CeHiePb  1762-27-2 

Plumbane,  diethyldimethyl- 

E t 2 PbMe2 


296  C7H2CI6  3389-71-7 

Bicyclo[2. 2.  l]hepta-2, 5-diene,  1,2, 3,4,7, 7-hexachloro- 


ci 


296  C8H2404Si4 

Cyclotetrasiloxane,  octamethyl- 
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296  C9H10F6O4  453-44-1 

Acetic  acid,  trifluoro-,  1,5-pentanediyl  ester 

F3CC(0)0(CH2)5  0C(0)CF3 
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296  C9H10F6O4  54833-26—0 

Acetic  acid,  trifluoro-,  2,2-dimethyl-l,3-propanediyl  ester 

F3CC(  0)  0CH2  CMe2  CH20C(  0)  CF 3 


296  CioHisFeOP  38079-85-5 

Phosphine,  bis(l-methylethyl)[3,3,3-trifluoro-l-oxo-2-(tri= 
fluoromethyPpropyl]- 

CF3 
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( i -Pr  I2PCOCHCF3 


296  CioHieSs  17443-93-5 

2,4,6,8,9-Pentathiaadamantane,  1,3,5,7,10-pentamethyl- 
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296  Ci2H9Br04  33513-40-5 

4//-l-Benzopyran-2-carboxylic  acid,  6-bromo-4-oxo-,  ethyl  ester 


o 


296  C12H12N2O7  5465-68-9 

Acetoacetic  acid,  2-(2,4-dinitrophenyl)-,  ethyl  ester 


COMe 
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296  Ci2Hi3BrN202  28740-55-8 

A2-l,3,4-Oxadiazolin-5-one,  4-(p-bromophenyl)-2-butyl- 
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296  Ci2Hi3BrN202  28740-58-1 

A2-l,3,4-Oxadiazolin-5-one,  4-(p-bromophenyl)-2-isobutyl- 
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296  Ci3Hi3C1N202S  55044-56-9 

Pyridinium,  l-[[(4-chlorophenyl)sulfonyl] amino] -2,6-dimethyl-, 
hydroxide,  inner  salt 


296  Ci3H2oN4S2  19844-43-0 

Thiazolo[5,4-d]pyrimidine,  5-amino-2-(octylthio)- 
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296  CuHieOv  54833-63-5 

Benzeneacetic  acid,  a,3-bis(acetyloxy)-5-methoxy-,  methyl  ester 
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296  Ci4H2403Si2  2078-19-5 

Benzeneacetic  acid,  a-[(trimethylsilyl)oxy]~,  trimethylsilyl  ester 

Me3  S i OC(  O)  CHPh OS  i Me 3 


296  Ci4H2403Si2  27750-52-3 

Acetic  acid,  [o-(trimethylsiloxy)phenyl]-,  trimethylsilyl  ester 


296  Ci3H2oN4S2  19844-53-2 

Thiazolo[5,4-d]  pyrimidine,  2-(butylamino)-5-(butylthio)- 


Me( CH2  ) 3 S 


NH(  CH2  ) 3 Me 
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296  Ci4H‘2403Si2  27750-55-6 

Acetic  acid,  [m-(trimethylsiloxy)phenyl]-,  trimethylsilyl  ester 


Me  3 S i 


296  Ci4H2403Si2  27750-57-8 

Benzeneacetic  acid,  4-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 

CH2C(0)0SiMe3 


296  C14H26B2O5  53829-55-3 

a-L-Galactopyranose,  6-deoxy-,  cyclic  l,2:3,4-bis(butylboronate) 
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80 
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296 

Ci5H,2N40S 

42053-81-6 

Urea,  iV-phenyl-./V'-(5-phenyl-l,2,4-thiadiazol-3-yl)- 

g^V NHCONHPh 

H 

Ph 
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V'  I I 1 r 1 — ' — I — 1 r-* 1 — | "1 1 — * — 1 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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296  C15H20O4S  32848-89-8 

Xylopyranose,  4-S-benzyl-l,2-0-isopropylidene-4-thio-,  a-D- 


80  - 
60  - 
40- 
20- 
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20  30  40  50  60  70 

80 

l 1 ■ 1 ■ l 

90  100  110  120  130  140  150 

U 1 1 ll 

i,  1 
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170  180  190  200  210  220 
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240  250  260  270  280  290  300 

296  C15H24N2O4  42948-64-1 

1-Cyclohexene-l-acetic  acid,  a-[[[(dimethylamino)carbonyl]  = 
methylamino]carbonyl]-a-methyl-,  methyl  ester 

C(  0)  OMe 

OCMeCONMeCONMe2 


100 
80 
60 
40 
20 
0 
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40 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


..i  l l- -L L- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1 

296  C16H8O2S2  522-75-8 

Benzo[6]thiophen  3(2//)  one,  2-(3-oxobenzo[6]thien-2(3/7)-yl= 
idene)- 


2192 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


296 


296  C16H8O2S2  3844-31-3 

Benzo[b]thiophen-3(2/f)-one,  2-(3-oxobenzo[6]thien-2(3//)-yl=: 
idene)-,  (E)- 


/ Nr  ^ 


^ ^ 
0 0 


296  C17H12OS2  1033-62-1 

Ethanone,  l-phenyl-2-(5-phenyl-3//-l,2-dithiol-3-ylidene)- 


'YV 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


296  C17H12OS2  5368-02-5 

Ethanone,  l-phenyl-2-(4-phenyl-3//-l,2-dithiol-3-ylidene)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


296  C17H12OS2  20365-46-2 

Benzeneacetaldehyde,  a-(5-phenyl-3//-l,2-dithiol-3-ylidene)- 


,'YV‘ 


— 1 1 •*“ — 1 

i — ^ — r 

,■■1,  1,  , 1 

L_ 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

296  C17H12OS2  38443-47-9 

Acetaldehyde,  (4,5-diphenyl-3/7-l,2-dithiol-3-ylidene)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


296  CnHisBr  50682-98-9 

7//-Cyclopenta[3,4]cyclobut[l,2-a]acenapthylene,  3-bromo- 
6b,6c,9a,9b-tetrahydro-,  (6ba,6cd,9a/3,9ba)- 


J H 1 1 1 r* 1 

P P- r 

100- 

80- 

296  C17H16N2O3  54833-60-2 

2,4-Imidazolidinedione,  5-(3-methoxyphenyl)-3-methyl-5-phenyl- 

H 

Nv  ^Ph 


1 , 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


296 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2193 


296  C17H16N2O3  54833-61-3 

2,4-Imidazolidinedione,  5-(4-methoxyphenyl)-3-methyl-5-phenyl- 


H 


296  C17H19F3O  40571-17-3 

2,5-Methano-l/i-inden-7-ol,  octahydro-7-[3-(trifluoromec: 
thyl)phenyl]- 


296  C17H28O4  37730-49-7 

Cyclohexanepropanoic  acid,  jd,4-dimethyl-l-(2-methyl-l-oxo- 
propyl)-3-oxo-,  ethyl  ester,  [la(S*),4a]-(±)- 
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296  C17H28O4  37730-50-0 

Cyclohexanepropanoic  acid,  /3,4-dimethyl-l-(2-methyl-l-oxoc: 
propyl)-3-oxo-,  ethyl  ester 


100-- 
80- 
60- 
40  - 


— j. y.  ■■  ,-j.  , , H I , » i f t I 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


296  C17H19F3O  40571-18-4 

Tricyclo[3.3.1.13.7]decan-2-ol,  l-[3-(trifluoromethyl)phenyl]- 


CF  3 


296  C17H28O4  54833-59-9 

2H-Pyran-2-carboxylic  acid,  3,6-dihydro-6-methoxy-,  [4— (1— 
methylethyl)cyclohexyl]methyl  ester 


OMe 
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20- 
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. i 1 1 , , 1 i u l 
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296  C18H16O4  622-06-0 

2-Butenedioic  acid  (Z)-,  bis(phenylmethyl)  ester 

Ph  CH2  OC(  0)  CH : CHC(  0)  OCH2PH 
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2194 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2% 
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296  C18H17CIN2  54833-14-6 

Cyclopropanecarbonitrile,  l-(3-chlorophenyl)-2-[(dimethyl= 
amino)phenyl]- 


296  C18H17CIN2  54833-15-7 

Cyclopropanecarbonitrile,  l-(4-chlorophenyl)-2-[ (dimethyl  = 
amino)phenyl]- 


Me2 


296  C18H20N2O2  28643-56-3 

2-Benzimidazolinone,  l-benzyl-5-butoxy- 

CH?  Ph 
I 


Me  ( CH2 ) 3 0 


296  C18H20N2O2  30180-37-1 

Phenol,  2,2'-[(l,l-dimethyl-l,2-ethanediyl)bis(nitrilomethyli= 
dyne)]bis- 


296  C18H20N2O2  35115-96-9 

Ethanone,  2-methoxy-l-[(2-methoxy-l-phenylethylidene)  = 
hydrazono]-l-phenyl- 

MeOCH2  CPh : NN  = CPh  CH2  OMe 


296  C18H20N2O2  36528-89-9 

20,2 1 -Dinoraspidospermidin-10-one,  5, 19-didehydro-l  7-methoxy- 


100 
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20 
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160 


296 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2195 


296  C18H20N2O2  52881-76-2  296  C18H20N2S  1982-37-2 

Pyridine,  l,l'-(l,2-phenylenedicarbonyl)bis[l,2,3,4-tetrahydro-  lOH-Phenothiazine,  10-[(l-methyl-3-pyrrolidinyl)methyl]- 


296  C18H20N2O2  52881-77-3 

Pyridine,  l,l'-(l,4-phenylenedicarbonyl)bis[l,2,3,4-tetrahydro- 


iJ J L in 1 

1 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

i L 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


296  C18H20N2O2  54833-24- 

lH-Benzimidazol-4-ol,  5-butoxy-l-(phenylmethyl)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


Me 


296  C18H20N2S  53067-48-4 

1,3,4-Thiadiazole,  2,2-diethyl-2,3-dihydro-3,5-diphenyl- 

Ph'~-v/SN^Et 

v r*' 

N — N 

\ 

Ph 


296  Ci8H22Ni  12094-30-3 

Nickel,  (7j5-2,4-cyclopentadien-l-yl)[(l,2,3-7/)-4-(l,3-cyclo= 
pentadien-l-yl)-l,2,3,4-tetramethyl-2-cyclobuten-l-yl]-, 
stereoisomer 


2196 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


296 


296  Ci8H25Mn  12290-21-0 

Manganese,  7r-cyclohexadienyl(hexamethylbenzene)- 


296  C19H20O3  22550-15-8 

Phenanthro[3,2-6]furan-7,ll-dione,  1,2,3,4,8,9-hexahydro- 
4, 4, 8-trimethyl-,  (+)- 


296  C18H29CIO  54833-58-8 

Phenol,  2-chloro-4-dodecyl- 


296  C19H20O3  33658-55-8 

2,5-Furandione,  3-[3,8-dimethyl-5-(l-methylethyl)-l-azule= 
nyljdihydro- 


Me 


' I I I 1 I 1 I 1 I 1 ill  1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


296  C18H32O3  40924-17-2 

4-Hexadecynoic  acid,  2-methoxy-,  methyl  ester 

MeOC(  0)  CH(  OMe  ) CH2  C:C(  CH2  ) 1 0 Me 


296  C19H20O3  35825-57-1 

Phenanthro[l,2-5]furan-10,ll-dione,  1,2,6,7,8,9-hexahydro- 
1,6, 6-trimethyl-,  (-)- 

0 Me 


100-1 

80- 

60- 

40- 

20- 

0 J 1 1 1 1 1 , 1 “H V 1 1— , it, r- 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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260  270  280  290 

300 

296 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2197 


296  C19H24N2O  473-99-4 

Eburnamenin-14-ol,  14,15-dihydro-,  (14a)- 


296  C19H24N2O  4201-84-7 

Eburnamenin-14-ol,  14,15-dihydro-,  (14/?)- 


296  C19H24N2O  6793-63-1 

Pyridine,  l,2,3,4-tetrahydro-l-(l-oxo-3-phenyl-2-propenyl)- 
5-(2-piperidinyl)-,  ( E )- 
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1.1  111  1 11II1 oil ill ll 
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1 , , 1.,  1, J 

296  C19H24N2O  16049-28-8 

Indolo[2,3-a]quinolizine-2-ethanol,  /3-ethenyl-l,2,3,4,6,7,= 
12,12b-octahydro-,  [2S-[2«(S*),12b«]]- 

CH2OH 

1 

CHCH=CH2 


296  C19H24N2O  23443-70-1 

Corynan-17-ol,  18,19-didehydro- 


CH2CH2OH 


296  C19H24N2O  52059-42-4 

Acetamide,  Af-[4-[2-[methyl(2-phenylethyl)amino]ethyl]phenyl]- 


160  170  180  190  200  210  220  230  240  250  260  270  260  290  300 


2198 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


296 


296  C19H24N2O  54833-52-2  296  C19H36O2 

Morphinan-17-carbonitrile,  3-methoxy-6-methyl-,  (6a)-  9-Octadecenoic  acid  (Z)-,  methyl  ester 


112-62-9 


Me 


296  C19H24N2O  55724-56-6 

Aspidofractinin-17-ol 


296  C19H24N2O  55724-58-8 

Aspidofractinin-6-ol,  (6/3)— 


1 1 , 

1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


MeOC(O)  (CH2  )7  CH=CH(  CH2  ) 7 Me 


296  C19H36O2  1937-62-8 

9-Octadecenoic  acid,  methyl  ester,  (E)- 

MeOC(O)  ( CH2  ) 7 CH  = CH  ( CH2  ) 7 Me 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


296  C19H36O2  1937-63-9 

11-Octadecenoic  acid,  methyl  ester,  (Z)- 

Me  ( CH2  ) 5 CH  = CH  ( CH2  ) 9 C(  0)  OMe 
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296  C19H36O2  2345-29-1 

8-Octadecenoic  acid,  methyl  ester 

MeOC(  0) ( CH2 ) 6 CH  = CH ( CH2 ) 8 Me 
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2199 


296  C19H36O2 

9-Octadecenoic  acid,  methyl  ester 


2462-84-2 


296  CwHaeCh 

13-Octadecenoic  acid,  methyl  ester.  1 Z) - 


13058-55-4 


MeOClO  CH2  17  CH:Crti  CH2  it  Me 


Me  CH2  1 3Ch  = Oi  OI2  1 1 1 C O.OMe 


10C-- 
80- 
60  - 
4C- 


16C  170  180  190  200  2»  220  230  240  250  260  270  29C  29C  300 


296  CisjHaeCL  2777-58-4 

6-Octadecenoic  acid,  methyl  ester.  tZl- 

MeOC(  Ol<  012  1 4 CH:CH(  CH2  n e Me 


296  C19H3602  13481-95-3 

10-Octadecenoic  acid,  methyl  ester 

MeOClO)(CH2  sCH  = CH(CH2  s Me 


100 
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60 
«0 

20 
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160  170  180  190  200  210  220  230  2*0  250  260  270  280  290  300 


296  Ci9H3602  4764-72-1 

15-Octadecenoic  acid,  methyl  ester 

MeOCl  0)  ( CH2  i 1 3 CH  = CHEt 


296  Ci9H3e02  13038-45-4 

10-Octadecenoic  acid,  methyl  ester.  (£l- 

Me0C(0>(CH2  sCH  = CH<CH2  >Ue 


,J 

li,  In 
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296  CigHaeOi  14435-34-8 

2-Octadecenoic  acid,  methyl  ester 

Me  ( CH2  ) i 4 CH  = CHC(  C OMe 


100  110  120 


100 

8C 
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100  170  100  190  200  210  220  230  240  250  260  270  280  290  300 


296  CigHaeOa  18654-84-7 

17-Octadecenoic  acid,  methyl  ester 

Hz  C • Cm  ( OH2  ) i s C(  0 > OMe 
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2200 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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296  C19H36O2  24828-61-3 

Cyclopentanetridecanoic  acid,  methyl  ester 

( CH2  ) 1 2 C ( 0 ) OMe 


296  C19H36O2  26528-50-7 

8-Octadecenoic  acid,  methyl  ester,  (E)- 

MeOC(O)  ( CH2  ) 6 CH  = CH ( CH2  ) 8 Me 


90  100  110  120  130  140  150 


lUi— 

r-^-V ■!*- r- 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


296  C19H36O2  27829-59-0 

13-Tetradecenoic  acid,  2,4,6,8-tetramethyl-,  methyl  ester,  {all- 
«)-(-)- 


MeOC(  O)  CHMeCH2  CHMe  CH2  CHMe  CH2  CHMe  ( CH2  )4  CH  = CH2 


296  C19H36O2  28080-85-5 

10-Undecenoic  acid,  octyl  ester 

H2C=CH(CH2)eC(0)0(CH2)7Me 


296  C19H36O2  52355-31-4 

6-Octadecenoic  acid,  methyl  ester 

Me  ( CH2  ) 1 0 CH  =CH  ( CH2  ) 4 C(  O)  OMe 


296  C19H36O2  52380-33-3 

11-Octadecenoic  acid,  methyl  ester 

MeOC(  0)  ( CH2  ) 9 CH  = CH(  CH2  ) 5 Me 


296  C19H36O2  56554-45-1 

5-Octadecenoic  acid,  methyl  ester 

Me  ( CH2  ) 1 1 CH  = CH ( CH2  ) 3 C(  0)  OMe 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


296  C19H36O2  56554-46-2 

12-Octadecenoic  acid,  methyl  ester 

MeOC(O)  ( CH2  ) 1 0 CH  = CH ( CH2  ) 4 Me 


296 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2201 


296  C19H36O2 

13-Octadecenoic  acid,  methyl  ester 


56554-47-3 


296  C19H36O2 

3-Octadecenoic  acid,  methyl  ester 


56599-33-8 


MeOC(  0)  ( CH2  ) 1 1 CH : CH ( CH2  ) 3 Me 


Me  (CH2  ) 1 3 CH  = CHCH2C(  0)  OMe 


296  C19H36O2 

14-Octadecenoic  acid,  methyl  ester 


56554-48-4 


296  C19H36O2  57289-45-9 

2-Hexadecenoic  acid,  2,3-dimethyl-,  methyl  ester,  (E)- 


P r CH  = CH ( CH2  ) 1 2 C(  0}  OMe 


Me  ( CH2  ) 1 2 CMe  =CMeC(  0)  OMe 
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296  C19H36O2  56554-49-5 

16-Octadecenoic  acid,  methyl  ester 

Me  CH  = CH  ( CH2  ) i 4 C(  0)  OMe 


296  C19H36O2  57289-46-0 

2-Hexadecenoic  acid,  2,3-dimethyl-,  methyl  ester,  (Z)- 


Me  ( CH2  ) 1 2 CMe  =CMeC(  0)  OMe 

.1.1  ,, 

Jj iiLlL. 
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296  C19H36O2 

4-Octadecenoic  acid,  methyl  ester 


56555-10-3 


296  C19H36O2 

7-Octadecenoic  acid,  methyl  ester 


57396-98-2 


Me  0C(  0)  CH2CH2CH  = CH(  CH2  ) 1 2 Me 


MeOC(  0)  (CH2  ) 5 CH=CH(  CH2  ) 9 Me 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


2202 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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296  C20H24O2  7773-34-4  296  C20H28N2 

Benzene,  l,l'-(l,2-diethyl-l,2-ethenediyl)bis[4-methoxy-  Aspidospermidine,  1-methyl-,  (19a)- 


2816-23-1 
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296  C20H28N2  2671-47-8 

Aspidospermidine,  1-methyl- 


1 

Me 


296  C20H28N2  2671-48-9 

2//-3,7-Methanoazacycloundecino[5, 4-6]  indole,  7-ethyl-l,4,5,c: 
6,7,8,9,10-octahydro-10-methyl-,  (R)- 
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296  C20H28N2  56053-29-3 

2,20-Cyclo-8,9-secoaspidospermidine,  3-methyl-,  (2a, 3/3, 5a,  = 
12/1, 19a, 20/?)- 

Me 

Pr 


Me 
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296  C20H40O 

Octadecane,  l-(ethenyloxy)- 

Me(  CH2 ) 1 7 0CH  = CH2 


930-02-9 


10  20  30  40  SO  60  70  80  90  100  110  120  130  140  ISO 
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296 

3-Eicosanone 


C20H40O 


Me  ( CH2 ) 1 6 COEt 


2955-56-8 
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296  C20H40O  20489-83-2 

Cyclotetradecanol,  l,7,ll-trimethyl-4-(l-methylethyl)-,  (-)- 


296  C21H28O  54833-16-8 

Benzene,  methoxy-,  mono[(2,4,4-trimethylpentyl)phenyl]  deriv. 


CH2CHMeCH2CHMe3 
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Heneicosane 


C21H44 


Me ( CH2  ) 1 9 Me 


629-94-7 
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Eicosane,  2-methyl- 


C21H44 


Me2  CH( CH2 ) 1 7 Me 


1560-84-5 
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Eicosane,  3-methyl- 
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Me  ( CH2  ) 1 6 CHMe  CH2  Me 
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296  C21H44 

Heptadecane,  2,6,10,14-tetramethyl- 


18344-37-1  297 

1-Butanesulfinamide, 


C5H4F9NOS  51735-83-2 

,1,2,2,3,3,4,4,4-nonafluoro-iV-methyl- 


P r CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe2 


F3CCF2CF2CF2S(0) NHMe 


296  C21H44  54833-23-7 

Eicosane,  10-methyl- 

Me  ( CH2  ) 9 CHMe  ( CH2  ) 8 Me 


296  C21H44  54833-48-6 

Heptadecane,  2,6,10,15-tetramethyl- 

Me  2 CH ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  ( CH 2 ) 4 CHMe  CH2  Me 


297  C4H9F4N3P2SSi  27351-98-0 

Phosphoramidothioic  difluoride,  [difluoro[[(trimethylsilyl)imi= 
docarbonyl]  amino]  phosphoranylidene]- 

S=PF2N:PF2N=C=NSi Mes 


297  C7H8CIN3O4S2  58-93-5 

2H-1 ,2,4-Benzothiadiazine-7-sulfonamide,  6-chloro-3, 4-dihydro-, 
1,1-dioxide 


297  CsHgCINOsPS  2463-84-5 

Phosphorothioic  acid,  0-(2-chloro-4-nitrophenyl)  0,0-dimethyl 
ester 


jOC 


OMe 
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OP  OMe 
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297  C9H24N04PSi2  55108-80-0 

Phosphonic  acid,  [(acetylamino)methyl]-,  bis(trimethylsilyl)  ester 

OS i Me 3 

I 

Ac  NHCH2  POS  i Me3 

II 
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297  CioH28N03PSi2  53044-31-8 

Phosphonic  acid,  (1-aminobutyl)-,  bis(trimethylsilyl)  ester 

0 
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Me  3 S i OP  OS  i Me  3 

1 

Pr  CH( NH2 ) 


297  CioH28N03PSi2  53044-33-0 

Phosphonic  acid,  (l-amino-2-methylpropyl)-,  bis(trimethylsilyl) 
ester 


OS i Me  3 
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MesSi  OPCH( NH2 ) CHMe2 
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Adenosine,  5'-S-methyl-5'-thio- 
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Guanosine,  1-methyl- 


iii|. 

1 

10  20  30  40  50  60 

70  80  90  100 

110  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


X jD 

h2n^n-^n 


hoch2 


2206 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


297 


297  C11H15N5O5 

Guanosine,  2'-0-methyl- 


2140-71-8 


297  C11H15N5O5 

Adenosine,  2-methoxy- 
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MeO  N 


HOCH2 
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Guanosine,  N-methyl- 


HO  OH 
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297  C11H23NO4S2  3509-32-8 

Ribose,  3-acetamido-3-deoxy-,  diethyl  mercaptal,  D- 

NH  Ac 
I 

HOCH2  CH(  OH ) CHCH( OH) CH( SEt ) 2 


297  C11H23NO4S2  55955-63-0 

L-Arabinose,  5-(acetylamino)-5-deoxy-,  diethyl  mercaptal 

( Et  S) 2CHCH(  OH) CH( OH) CH( OH) CH2  NHAc 
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297  C12H12N.I  52806-02-7 

Pyridinium,  l-methyl-2-phenyl-,  iodide 


297  CisHiaNCLSe  1144-33-8 

Propionic  acid,  3-[(2-indol-3-ylethyl)selenyl]- 

H 


CH2CH2SeCH2CH2C02H 


297  C13H15NO7  40992-01-6 

Benzeneacetic  acid,  5-hydroxy-4-methoxy-2-(3-nitro-l-oxo= 
propyl)-,  methyl  ester 


297  C13H19N3O5  55702-43-7 

1-Propanol,  2-[[4-(l,l-dimethylethyl)-2,6-dinitrophenyl]amino]- 


no2 
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297  C13H22F3NO3  57983-41-2 

L-Isoleucine,  N-(trifluoroacetyl)-,  1-methylbutyl  ester 
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297  C13H22F3NO3  57983-42-3 

L-Leucine,  N-(trifluoroacetyl)-,  1-methylbutyl  ester 

CH2  CHMe 2 
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F3CCONHCHC( 0) OCHPr  Me 


297  C13H22F3NO3  57983-77-4 

L-Isovaline,  AHtrifluoroacetyl)-,  1-methylpentyl  ester 

F 3 CCONHCE I Me  C(  0)  OCHMe  ( CH2  ) 3 Me 
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297  C13H22F3NO3 

L-Valine,  N-(trifluoroacetyl)-,  1-methylpentyl  ester 

CHMe2 

I 

Me  ( CH2 ) 3 CHMe 0C( 0) CHNHCOCF  3 


57983-80-9 


297  C14H19NO4S  18303-08-7 

Carbamic  acid,  (p-tolylsulfonyl)-,  cyclohexyl  ester 

S02NHCI  0)  0 
Me 
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297  C15H11N3O2S  21452-56-2 

1-Phthalazinecarbonitrile,  l,2-dihydro-2-(phenylsulfonyl)- 


CN 


297  C15H11N3O4  16442-74-3 

2/f-l,4-Benzodiazepin-2-one,  l,3-dihydro-3-hydroxy-7-nitro- 
5-phenyl- 


Ph 
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297  C15H27N3O3  42492-21-7 

l,5,9-Triazacyclododecane-4,8,12-trione,  2,2,6,6,10,10-hexamethyl- 


297  CieHnNOs  41019-65-2 

4-Benzofurancarboxylic  acid,  2-(4-nitrophenyl)-,  methyl  ester 


C(  0)  OMe 


297  C16H15N3O3  54833-62-4 

27/-Benzimidazole-2-methanol,  5,6-dimethyl-a-(3-nitrophenyl)- 


CH(OH) 

NO2 
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297  C18H19NO3  2810-21-1 

Spiro[2,5-cyclohexadiene-l,7,(l'H)-cyclopent[i7]isoquinolin]-4-one, 
2',3',8,,8'a-tetrahydro-5,,6’-dimethoxy-,  (R)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


297  C18H19NO3  25866-03-9 

Phenol,  4-[(5,6,7,8-tetrahydro-6-methyl-l,3-dioxolo[4,5-g]iso= 
quinolin-5-yl)methyl]-,  (/?)- 


297  C19H11N3O  21589-25-3 

Isoxazolo[4,3-a]phenazine,  1-phenyl- 


Ph 


297  C19H23NO2  1092-95-1 

Morphinan,  5,6,8,14-tetradehydro-3,6-dimethoxy-17-methyl- 


OMe 


297  C19H23NO2  13871-40-4 

r//-Estra-l,3,5(10),9(ll)-tetraeno[l,10,9,ll-bcd]pyrrol-17-one, 
9a,ll/3-dihydro-3-methoxy- 


297  C19H23N02  52059-48-0 

Phenol,  4-[2-[methyl(2-phenylethyl)arnino]ethyl]-,  acetate  (ester) 


2210 
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297  C20H15N3  4073-72-7 

4H-1, 2, 4-Triazole,  3,4,5-triphenyl- 


Ph 


Ph 


297  C20H15N3  33471-63-5 

IH-1, 2, 3-Triazole,  1,4,5-triphenyl- 

Ph 


N — N 


297  C20H43N  124-28-7 

1-Octadecanamine,  N,N- dimethyl- 

Me 2 N ( CH2  ) 1 7 Me 


297  C20H43N  56667-18-6 

1-Hexanamine,  N-(2,2-diethylhexyl)-2,2-diethyl- 

Me  ( CH2  ) 3 CE  t 2 CH2  NHCH2  CE  t 2 ( CH2  ) 3 Me 


297 

Isoxazole,  3,4,5-triphenyl- 


C21H15NO 


N-0 


22020-72-0 


297 

C21H31N 

56259-08-6 

Quinoline,  6-dodecyl- 

Me ( CH2 ) 1 1 

298  C4H6ClF302Sn  38186-20-8 

Stannane,  chlorodimethyl[(trifluoroacetyl)oxy]- 

Me2  SnCI  OC(  0)  CF3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


298  C4H9F3O2SS11  51735-76-3 

Stannane,  trimethyl[[(trifluoromethyl)sulfinyl]oxy]- 


Me3  Sn  OS(  0)  CF3 


298 
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298  CTPLBrOaSe  25633-05-0 

Benzeneselenonic  acid,  p-bromo-,  methyl  ester 

o 

n 


Br 


298  C9H2703PSi3  1795-31-9 

Silanol,  trimethyl-,  phosphite  (3:1) 

OS i Me  3 
I 

Me3 S i OPOSi  Me3 


298  C11H16N5O5  20244-86-4 

lH-Purinium,  2-amino-6,9-dihydro-7-methyl-6-oxo-9-/3-D- 
ribofuranosyl- 


298  Ci2Hi8N205Si  41547-75-5 

3,6-Epoxy-2/f,8H-p_yrimido[6,l-6][l,3]oxazocine-8,10(9/f)-dione, 
3,4,5,6-tetrahydro-4-[(trimethylsilyl)oxy]-,  [3ft-(3a,4/3,6a)]- 


298  C13H9F3N2O3  42240-82-4 

3-Pyridinecarboxylic  acid,  2-[[4-hydroxy-3-(trifluoromethyl)  = 
phenyljamino]- 


. r.L  ,.l. . I. . ( 
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298  C13H9F3N2O3  42240-83-5 

3-Pyridinecarboxylic  acid.  5-hydroxy-2-[[3-(trifluoromethyl)= 
phenyljamino]- 

NH 


CF3 
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298  CiaHigBrOSi  55724-00-0 

Silane,  [[3-(3-bromophenyl)-3-butenyl]oxy]trimethyl- 


298  CnHigBrCh  27807-90-5 

3,5-Cyclohexadiene-l,2-dione,  3-bromo-4,6-bis(l,l-dimethylethyl)- 


CH2 

ii 

CCH2  CH2  OSi  Me3 
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298  Ci3HigN204P  33866-52-3 

Phosphonic  acid,  [3-(aminocarbonyl)-2-phenyl-2-aziridinyl]-, 
diethyl  ester 


/\^Ph 

H2NC0^  o=P(OEt), 


298  Ci4H2205Si  2911-70-8 

Acetic  acid,  (3,4-dimethoxyphenyl)(trimethylsiloxy)-,  methyl  ester 


298  ChHisOt  530-14-3 

Ethanone,  l-[4-(/3-D-glucopyranosyloxy)phenyl]- 


OS i Me3 
I 


298  Ci5Hi4N403  51471-61-5 

Propanedioic  acid,  (phenylhydrazono)-,  mono(2-phenylhydrazide) 

PhNHNHCOC(  C02  H)  = NNHPh 


298 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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298  C16H14N2S2  3718-53-4 

2//-Imidazole-2-thione,  l,5-dihydro-4-(methylthio)-5,5-diphenyl- 


298  C16H14N2S2  16116-38-4 

2,4-Imidazolidinedithione,  3-methyl-5,5-diphenyl- 


\ 
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298  C16H14N2S2  4110-12-7 

4/f-Imidazole-4-thione,  l,5-dihydro-2-(methylthio)-5,5-diphenyl- 
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298  C16H14N2S2  6826-03-5 

2,4-Imidazolidinedithione,  1 -methyl-5, 5-diphenyl- 
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298  Ci6Hi8Fe02 

Ferrocene,  l,l'-bis(l-oxopropyl)- 


1274-01-7 


c 


298  Ci6Hi8FeC>2 

Ferrocene,  [4-(acetyloxy)-l-butenyl]- 


33134-57-5 


CH= 


CH(CH2)20C(0)Me 


2214 
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298  C16H18N4O2  3605-01-4 

Pyrimidine,  2-[4-(l,3-benzodioxol-5-ylmethyl)-l-piperazinyl]- 


298  CnHsCLO  29372-69-8 

2,4-Pentadiyn-l-one,  l,5-bis(4-chlorophenyl)- 


J [1  HI 
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298  CnHsCbO  34793-65-2 

l,4-Pentadiyn-3-one,  l,5-bis(4-chlorophenyl)- 


ci 


CECCOCEC 


Cl 


298  C17H14O5  5128-44-9 

4//-l-Benzopyran-4-one,  5-hydroxy-7-methoxy-2-(4-meth  = 
oxyphenyl)- 


OMe 


298  C17H14O5  10173-80-5 

Spiro[benzofuran-2(3/f),2'-oxiran]-3-one,  6,7-dimethoxy-3’- 
phenyl- 


0 


OMe 


298  C17H14O5  33513-36-9 

4H-l-Benzopyran-4-one,  2-(3,4-dimethoxyphenyl)-7-hydroxy- 
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298  CnHuOs  35405-27-7 

Spiro[benzofuran-2(3/f),2'-oxiran]-3-one,  4,6-dimethoxy-3'- 
phenyl- 


298  CnHuOs  57396-77-7 

4H-l-Benzopyran-4-one,  5-hydroxy-7-methoxy-2-(3-meth= 
oxyphenyl)- 
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• CnHuOs  55670-30-9 

b,xO-Anthracenedione,  l,3,5-trihydroxy-7-propyl- 


298  C17H18N2OS  50455-84-0 

Pyrrolo[l,2-6][l,2,4]oxadiazole-2(lH)-thione,  tetrahydro-5,5- 
dimethyl-l-(l-naphthalenyl)- 


rr  Li 
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298  CnHuOs  56588-15-9 

3(2/f)-Benzofuranone,  6-methoxy-2-(4-methoxybenzoyl)- 
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A2-T  etrazaboroline,  1 ,4,5-triphenyl- 
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NN'Ph 
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298  C18H18O2S 

l,3-Oxathiolan-5-one,  4,4-diphenyl-2-propyl- 


31061-70-8 
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[2]Benzopyrano[4,3-6] [l]benzopyran,  5,6a,7,12a-tetrahydro- 
6a,10-dimethoxy-,  cis- 
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Butanedioic  acid,  2,3-diphenyl-,  dimethyl  ester 

Me  OC(  0)  CHPh  CHPh  C(  0)  OMe 
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2-Furanpropanoic  acid,  tetrahydro-a-(l-naphthalenylmethyl)- 
5-oxo- 
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Azecino[4,5,6-cd]indole-ll-carboxylic  acid,  2,6,7,10,11,12- 
hexahydro-6, 8-dimethyl-,  methyl  ester 
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10H-Phenothiazine-10-ethanamine,  NdV-diethyl- 
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298  C19H22O3  495-02-3 

2/f-l-Benzopyran-2-one,  7-[(3,7-dimethyl-2,6-octadienyl)oxy]-, 
(E)~ 


Me2  C = CHCH2  CH2  CMe  =CHCH2  0, 
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298  C19H22O3  29082-67-5 

Estra-l,3,5(10),9(ll)-tetraen-17-one,  12-hydroxy-3-methoxy-, 
(12a)- 
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Indolo[2,3-a]quinolizine-2-ethanol,  /3-ethyl-l,2,3,4,6,7,12,12b- 
octahydro-,  [2S-[2a(S*),12ba]]- 
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Indole-2-ethanol,  d-(3-ethylidene-l-methyl-4-piperidyl)-3- 
methyl-,  stereoisomer,  stereoisomer 
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298  C19H26N2O  55162-78-2 

20,21-Dinoraspidospermidin-5-ol,  1-ethyl- 
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1-Heptadecanol,  acetate 
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1,3-Dioxane,  2-pentadecyl- 
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298  C19H38O2  57274-45-0 

Heptadecanoic  acid,  14-methyl-,  methyl  ester,  (±)- 
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19-Norpregn-4-en-20-yn-3-one,  17-hydroxy-,  (17a)- 
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Ketone,  phenyl  2-phenylpyrazolo[l,5-a]pyridin-3-yl 
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Estra-l,3,5(10)-trien-17-one,  3-methoxy-l-methyl- 
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Phthalazine,  1,4-diphenyl-,  2-oxide 
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Podocarpa-5,8,ll,13-tetraen-7-one,  13-hydroxy-14-isopropyl- 
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298  C20H26O2  29366-03-8 

Phenol,  2,2',3,3',5,5',6-heptamethyl-4,4'-methylenedi- 
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Z)-Dihomoestra-l,3,5(10)-trien-17b-one,  3-hydroxy- 
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l//-Pyrazole,  3-[l,l'-biphenyl]-4-yl-4,5-dihydro-l-phenyl- 
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298  C21H18N2  37799-62-5 

2-Propen-l-one,  1,3-diphenyl-,  phenylhydrazone 

PhCH  =CHCPh :NNHPh 


298  C21H30O  55712-64-6 

s-Indacen-l(2//)-one,  3,5,6,7-tetrahydro-3,3,5,5-tetramethyl- 
8-(3-methylbutyl)- 
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Tungsten  fluoride  (VVFe),  (OC-6-11)- 
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Acetic  acid,  [[[2-(p-chlorophenyl)-4-thiazolyl]methyl]thio]- 
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299  C14H21NO4S  56830-76-3 

Carbamic  acid,  [(2,4,6-trimethylphenyl)suIfonyl]-,  1,1-dimethylethyl 
ester 
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299  CisHioBrNO  19051-07-1 

Quinoline,  6-bromo-2-phenyl-,  1-oxide 
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3,1-Benzoxazepine,  2-(p-bromophenyl)- 
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Benzeneethanamine,  iV-[(pentachlorophenyl)methylene]- 
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Butanoic  acid,  2,3-dihydroxy-2-(l-methylethyl)-,  (2,3,5,7a- 
tetrahydro-l-hydroxy-l/i-pyrrolizin-7-yl)methyl  ester,  [1S- 
[ln,7(2i?*,3/?*),7an]]- 
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299  CieHiaNOs  477-78-1 

l,3-Dioxolo[4,5-6]acridin-10(5H)-one,  4,11-dimethoxy- 


299  C16H13NO5  517-74-8 

l,3-Dioxolo[4,5-5]acridin-10(5//)-one,  ll-hydroxy-4-methoxy- 
5-methyl- 


299  C16H13NO5  24966-06-1 

l,3-Dioxolo[4,5-6]acridin-10(5/f)-one,  ll-hydroxy-6-methoxy- 
5-methyl- 
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3H-l,4-Benzodiazepin-2-amine,  7-chloro-N-methyl-5-phenyl-, 
4-oxide 
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Crinan-ll-one,  l,2-didehydro-3-methoxy-,  (3/3, 5a,  13d,  19a)- 
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Crinan-ll-one,  l,2-didehydro-3-methoxy-,  (3a,5a,13/3,19«)- 
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299  C17H19NO3.BH3  56816-13-8 

7-Isoquinolinol,  l,2,3,4-tetrahydro-4-(4-hydroxyphenyl)-6- 
methoxy-2-methyl-,  (S)~,  compd.  with  borane  (1:1) 


299  C17H21N3O2  23495-23-0 

Ergoline-8/3-carboxamide,  10-methoxy-6-methyl- 
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Ergoline-8a-carboxamide,  10-methoxy-6-methyl- 
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10/3-Ergoline-8d-carboxamide,  10-methoxy-6-methyl- 
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10/3-Ergoline-8a-carboxamide,  10-methoxy-6-methyl- 
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Morphinan-6-ol,  7,8-didehydro-4,5-epoxy-3-methoxy-17-methyl-, 
(5a,  6a)~ 
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299  C18H21NO3  510-66-7 

Dibenz[d,/]  indol-2(5H)-one,  3,4,6,7,7a,8-hexahydro-12- 
hydroxy-ll-methoxy-7-methyl-,  [4aS-(4ai?*,7aS*)]- 
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299  C18H21NO3  738-91-0 

Hasubanan-6-ol,  7,8-didehydro-4,5-epoxy-3-methoxy-17-methyl-, 
(5a, 6a, 13/3,14/3)- 


OH 


299  C18H21NO3  7290-03-1 

Erythrinan-16-ol,  l,2,6,7-tetradehydro-3,15-dimethoxy-,  (3/3)- 


299  C18H21NO3  10214-55-8 

Spiro[2-cyclohexene-l,7'(l '/f)-cyclopent[(j]isoquinolin]-4-one, 
2',3',8',8'a-tetrahydro-5'-hydroxy-6'-methoxy-r-methyl-, 
(1  S-trans)- 


299  C18H21NO3  20970-69-8 

Nicotinic  acid,  5-acetyl-l,4-dihydro-2,6-dimethyl-4-phenyl-,  ethyl 
ester 


Ph 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


2228 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


299 


299  C18H21NO3 

4aH-Cherylline,  2-demethyl-0,0-dimethyl- 
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1-Butanamine,  4-(phenylmethoxy)-3-[(phenylmethoxy)methyl]- 

CH2CH2NH2 
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8H-5,12b-(Iminoethano)-l/f-phenanthro[3,2-d]  [l,3]dioxin,  2,= 
3,4,4a,5,6-hexahydro-15-methyl-,  [4aR-(4aa,5a,12ba)]- 
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2(l/f)-Phenanthrenone,  3,4,4a,9,10,10a-hexahydro-6-hydroxy- 
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l,4a-dimethyl-7-(l-methylethyl)-,  [lR-(la,4a/3,10aa)]- 


HO2C  Me 
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300  C20H28O2  5155-70-4 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,9,10,10a-octahydro- 
l,4a-dimethyl-7-(l-methylethyl)-,  [lS-(la,4aa,10ad)]- 


HO2C  Me 
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300  C20H28O2  6755-93-7 

2(lLT)-Phenanthrenone,  3,4,4a,9,10,10a-hexahydro-7-hydroxy- 
l,l,4a-trimethyl-8-(l-methylethyl)-,  (4aS~trans)~ 
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Kaura-9(ll),16-dien-18-oic  acid,  (4a)- 
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Androsta-l,4-dien-3-one,  17-hydroxy-17-methyl-,  (17a)- 
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BenzL/]aceanthrylene-l,2-diol,  l,2-dihydro-3-methyl- 
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300  C21H32O  1159-25-7 

Pregna-5,17(20)-dien-3-ol,  (3/3,17 E)- 
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5a-Pregn-16-en-20-one 
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5a-Pregn-9(ll)-en-12-one 
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300  C21H32O  15340-83-7 

Phenanthrene,  l,2,3,4,4a,9,10,10a-octahydro-7-methoxy-l,l,4a- 
trimethyl-8-(l-methylethyl)-,  (4a S-trans)- 
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Androst-2-en-17-one,  4,4-dimethyl-,  (5a)- 
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Pregn-17(20)-en-16-one,  (5a,17Z)- 
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300  C21H32O  54550-04-8 

Androst-l-en-3-one,  4,4-dimethyl-,  (5a)- 


Me 


300  C22H20O  1235-22-9 

Benzene,  l,l',l"-[(2-propenyloxy)methylidyne]tris- 

Ph3COCH2CH:CH2 
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Indan,  6-£erf-butyl-l,l,3,4-tetramethyl-3-neopentyl- 
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D-Homopregn-17a(20)-ene,  (5a,17aE)- 
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Propane,  2,2-dimethyl-l,l,l-triphenyl- 
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300  C24H12  191-07-1 

Coronene 


301  CioHsNaS.CICL  18592-56-8 

Pyrido[2,3-d]thiazolo[3,2-fc]pyridaziri  4-ium,  3-methyl-,  perchlorate 
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L-Methionine,  /V-(trifluoroacetyl)-,  butyl  ester 
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Phenethylamine,  N-(2,2,3,3,4,4,4-heptafluorobutylidene)- 

PhCH2CH2N:CHCF2CF2CF3 


301  CisHsBrNsO  55649-80-4 

l,2,3-Benzotriazin-4(3//)-one,  3-(4-bromophenyl)- 
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lH-Benzimidazole,  2-ethyl-7-nitro-l-propyl-5-(trifluoromethyl)- 
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301  C13H19NO5S  54934-83-7 

Carbamic  acid,  [(4-methoxyphenyl)sulfonyl]methyl-,  l,l-di= 
methylethyl  ester 


MeO' 


301  Ci3H27N03Si2  55649-86-0 

Glycine,  N-(3-methyl-l-oxo-2-butenyl)-N-(trimethylsilyl)-, 
trimethylsilyl  ester 

Si  Me 3 
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Me3Si  OC(  0)  CH2  NCOCH = CMe 2 


301  Ci4H8BrN02  18600-53-8 

4/7-3,  l-Benzoxazin-4-one,  2-(4-bromophenyl)- 
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3//-Indol-3-one,  2-(p-bromophenyl)-,  1-oxide 
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Benzamide,  4-nitro-/V-[(phenylamino)thioxomethyl]- 
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301  C14H11N3O5  33675-69-3 

Benzamide,  iV-methyl-4-nitro-./V-(4-nitrophenyl)- 
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Boron,  [^-(ethanethiolato)](ethanethiolato)triethyl[M-[l-(me= 
thylimino)propyl-C:iV]]di- 
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Benzeneethanamine,  iV-[(pentafluorophenyl)methyl]- 
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2-Propenamide,  iV-(4-bromophenyl)-3-phenyl- 
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4( l/f)-Quinolone,  2,3-dihydro-l-(p-tolylsulfonyl)- 
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9-Acridanone,  l,4-dihydroxy-2,3-dimethoxy-10-methyl- 

0 OH 
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Me  OH 


301  CieHisNSe  21903-67-3 

Indole,  3-[(benzylselenyl)methyl]- 


CH2  Se  CH2  Ph 


301  C17H19NO4  485-57-4 

Pancracine,  02-methyl-,  (2/3)- 

HO 
MeO 


301  C17H19NO4  639-41-8 

Crinan-ll-ol,  l,2-didehydro-3-methoxy-,  (3a, 5a, HE,  13/3, 19a)- 


301  C17H19NO4  642-52-4 

Pancracine,  02-methyl- 


301  C17H19NO4  1472-76-0 

Crinan-ll-ol,  l,2-didehydro-3-methoxy-,  (3/3, 5a,  11S,  13/3, 19a)- 
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301  C17H19NO4  3371-56-0 

Morphinan-3,6,14-triol,  7,8-didehydro-4,5-epoxy-17-methyl-, 
(5a, 6a)-,  7,8-didehydro-4,5-epoxy-17-methyl-,  (5a, 6a)- 


301  C17H19NO4  41855-34-9 

Crinan-ll-ol,  l,2-didehydro-3-methoxy-,  (3a, 5a,  11S,  13/3, 19a)- 

OMe 


301  C17H19NO4  54346-15-5 

l//-Isoindole-l,3(2H)-dione,  4-(acetyloxy)hexahydro-3a- 
methyl-2-phenyl-,  [3ai?-(3aa,4/3,7aa)]- 
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Hasubanan-6-ol,  4,5-epoxy-3-methoxy-17-methyl-,  (5a,6a,= 
13/3,148)- 
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Serratinine,  6,7,8, 16-tetradehydro-8-deoxy-,  acetate  (ester) 
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301  Ci8H27NOSi  54934-74-6 

2-Naphthaleneethanamine,  N-(l-methylethyl)-/3-[(trimethyl= 
silyPoxy]- 

OS i Me  3 
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301  C19H27NO2  2246-06-2 

Morphinan-6-ol,  3-methoxy-6, 17-dimethyl-,  (6a)- 


301  C2oHi5N02  3027-01-8 

Benzamide,  N-benzoyl-N-phenyl- 

PhCONPhCOPh 


301  C20Hi9N3  3784-37-0 

Benzylamine,  Ar-methyl-Ar-[p-(phenylazo)phenyl]- 


Ph  CH2  NMe 


301  C2oHi9N3  33090-98-1 

2,3'-Bi-l//-indole,  l-(3,4-dihydro-2H-pyrrol-5-yl)-2, 3-dihydro- 
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301  C20H19N3  55683-06-2 

lH-Pyrrolo[2,l-6][l,3]benzodiazepine,  2,3,5,6-tetrahydro-5- 
(UT-indol-3-yl)- 


301  C20H31NO  56196-49-7 

Androst-16-en-3-one,  O-methyloxime,  (5/3)— 


Me 


I II. illi.  l.  i 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

.1  l<l|l.  ■ ..1.  , . ill. 

160  170  180  190  200  210  220  230  240  250  260  2 

0 280  290  300 

- u- . . 

301  C21H19NO 

Benzeneacetamide,  4-methyl-N,N-diphenyl- 


55955-87-8 


301  C22H23N  15811-42-4 

lH-Pyrrole,  l-cyclohexyl-2,4-diphenyl- 

Ph 


Ph 


302  C3HBr3N2  17635-44-8 

lH-Pyrazole,  3,4,5-tribromo- 


Br 
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302  C4CIF9OS  41006-41-1 

1-Butanesulfinyl  chloride,  1,1,2,2,3,3,4,4,4-nonafluoro- 


302  C4CI4F6  423-38-1 

Butane,  l,l,3,4-tetrachloro-l,2,2,3,4,4-hexafluoro- 


CIS(0)CF2CF2CF2CF3 


FCCI  2CF2CCI  FCCI  F2 
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Butane,  2,2,3,3-tetrachlorohexafluoro- 

F3CCCI  2 CCI  2 CF 3 
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Disulfide,  bis(pentafluoroethyl) 

F 3 CCF  2 SSCF  2 CF  3 
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Phosphonic  acid,  1,2-ethanediylbis-,  tetraethyl  ester 
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Butane,  l,2,3,4-tetrachloro-l,l,2,3,4,4-hexafluoro- 

cicf2Ccifccifccif2 
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302  C12H8CI2O3S  80-33-1 

Benzenesulfonic  acid,  4-chloro-,  4-chlorophenyl  ester 


302  Ci2HioNi202  12170-92-2 

Nickel,  di-M-carbonylbisljj^^-cyclopentadien-l-ylldi-,  (Ni-Ni) 
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Phosphonic  acid,  phenyl-,  bis(trimethylsilyl)  ester 
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302  C13H10N4O5  1160-77-6 

Benzaldehyde,  3-hydroxy-,  (2,4-dinitrophenyl)hydrazone 


302  C12H12CI2N2O3  56771-75-6  302  C13H10N4O5  1160-78-7 

4-Hexenoic  acid,  3,5-dichloro-6-hydroxy-2-(phenylhydrazono)-  Benzaldehyde,  4-hydroxy-,  (2,4  -dinitrophenyl)hydrazone 


Ph  NHN  = C(  CO2H)  CHCI  CH  : CCI  CH2  OH 
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Acetic  acid,  [2,3-dichloro-4-(2-methylene-l-oxobutyl)phenoxy]- 


OCH2CO2H 
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Germacycloundecan-6-one,  1 ,l-diethyl-7-hydroxy- 
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302  CisHisFeOa 

Iron,  (bi-l-cyclohexen-l-yl)tricarbonyl- 


12216-15-8 
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Butanoic  acid,  1,2,3-propanetriyl  ester 
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Pr  C(  O)  OCH2  CHCH2  0C(  O)  Pr 
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Octanoic  acid,  2-oxo-,  bis(trimethylsilyl)  deriv. 
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302  C15H26O6  3969-59-3 

D-Mannitol,  l,2:3,4:5,6-tris-0-(l-methylethylidene)- 
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Valine,  iVJV'-trimethylenedi-,  dimethyl  ester,  L- 

Me2CH  CHMe2 
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1,2,4-Naphthalenetriol,  triacetate 
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302  CieHuOe  2092-49-1 

[l,l'-Biphenyl]-3,3’-dicarboxaldehyde,  6,6'-dihydroxy-5,5'-di= 
methoxy- 


OMe  OMe 


302  CieHuOe  4090-62-4 

9H-Xanthen-9-one,  1 -hydroxy-3, 5, 6-trimethoxy- 
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302  CieHuOe  19715-44-7 

Naphtho[l,2-c]furan-4,5-dicarboxylic  acid,  1,3,4,5-tetrahydro- 
3-oxo-,  dimethyl  ester 
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302  CieHnOe  55682-76-3 

3(9bff)-Dibenzofuranone,  2-acetyl-l,7,9-trihydroxy-8,9b-dimethyl- 
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2//-Pyran-2-one,  6-[2-(l,3-benzodioxol-5-yl)ethenyl]-4,5-di= 
methoxy-,  (E)- 
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Germane,  tetrabutyl- 
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Me  ( CH2  ) 3 Ge  ( CH2  )3  Me 
Me ( CH2  ) 3 
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302  CnHisOs  4131-03-7 

Methanone,  bis(3,4-dimethoxyphenyl)- 


302  C17H34O4  589-68-4 

Tetradecanoic  acid,  2,3-dihydroxypropyl  ester 

HOCH2  CH  ( OH ) CH2  OC(  0)  (CH2  )i2Me 


302  C17H34O4 

Myristin,  2-mono- 

CH2  oh 

1 

Me  ( CH2  ) 1 2 C(  O)  OCHCH2  OH 


3443-83-2 


302  CnHisOs  26881-72-1 

Spiro[benzofuran-2(3//),l'-[3]cyclohexene]-2',3-dione,  4',6— di= 
methoxy-4,6'-dimethyl- 


302  C18H22O4  500-38-9 

1,2-Benzenediol,  4,4'-(2,3-dimethyl-l,4-butanediyl)bis- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


302 


302  C19H23FO2  2383-29-1 

Estra-l,3,5(10)-trien-17-one,  16-fluoro-3-methoxy-,  (16/3)- 


Me 


302  C19H26O3  510-64-5 

Androst-4-ene-3,17-dione,  19-hydroxy- 

Me 


302  C19H26O3  382-44-5 

Androst-4-ene-3,17-dione,  11-hydroxy-,  (11/?)- 


302  C19H26O3  566-08-5 

Androst-4-ene-3,17-dione,  15-hydroxy-,  (15a)- 
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302 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2261 


302  C19H26O3  1482—70—8 

Androstane-3,ll,17-trione,  (5a)- 


Me 


302  C19H26O3  2243-05-2 

Androstane-3,6,17-trione,  (5a)- 


302  C19H26O3  3972-20-1 

Cyclopropanecarboxylic  acid,  2.2-dimethyl-3-(2-methyl-l- 
propenvl)-,  2-methyl-4-oxo-3-(2-propenyl)-2-cyclopenten-l-yl 
ester 


Me 


302  C19H26O3  4147-15-3 

Androstane-3,7,17-trione,  (5a)- 


Me 


2262 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


302 


302  C19H26O3  4171-01-1 

Androstane-3,12,17-trione,  (5a)- 


Me 


302  C19H26O3  7121-60-0 

Androst-4-ene-3,17-dione,  18-hydroxy- 

CH2  oh 


302  C19H26O3  26991-58-2 

5/3— Androstane-3,6, 1 7-trione 

Me 


302  C19H26O3  53604-37-8 

Androstane-3,12,17-trione,  (5/3)— 


Me 
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302 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2263 


302  C19H26O3  57362-20-6 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,= 
10.10a-dodecahydro-4a,7-dimethyl-3-oxo-,  [li?-(la,4ad,- 
4ba,7a,10aa)]- 


0 


H2C=CH 


302  C20H30O2  153—00—4 

Androst-l-en-3-one,  17-hydroxy-l-methyl-,  (5a,  17/3)— 


302  C20H30O2  127-27-5 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,9,=: 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  [l.R-(la,4ad,4ba,7|8,= 
10aa)]- 


CH=CH2 


302  C20H30O2  472-33-3 

Phenanthro[3,2-5]furan-4-methanol,  1, 2, 3, 4, 4a, 5, 6, 6a, 7, 11, 11a, = 
1 lb-dodecahydro-4, 7,1 1-trimethyl- 


2264 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


302 


302  C20H30O2  514-10-3 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,4b,5,6,10,10a-deca= 
hydro-1, 4a-dimethyl-7-(l-methylethyl)-,  [li?-(la,4a/?,4ba:,= 
10a  a)]- 


HO2C  Me 


302  C20H30O2  3772-56-3 

2,7-Phenanthrenediol,  l,2,3,4,4a,9,10,10a-octahydro-l,l,4a-tri= 
methyl-8-(  1-methylethyl)-,  [2S-(2a,4aa,  10a/3) ] - 


302  C20H30O2  564-73-8 

2,6-Phenanthrenediol,  l,2,3,4,4a,9,10,10a-octahydro-l,l,4a-tri= 
methyl-7-(  1-methylethyl)-,  [2S-(2a,4aa,10a/3)]- 


OH 
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302  C20H30O2  6811-52-5 

2,10-Phenanthrenediol,  4b,5,6,7,8,8a,9,10-octahydro-4b,8,8- 
trimethyl-l-(l-methylethyl)-,  [4bS-(4ba,8a/5,10/3)]- 
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302  C20H30O2  18325-87-6 

Podocarpa-8,ll,13-triene-3a,13-diol,  14-isopropyl- 
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302 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2265 


302  C20H30O2  18457-34-6 

[l,r-Bicyclohexyl]-3,3'-dione,  2,2'-dimethyl-5,5'-bis(l- 
methylethenyl)-,  stereoisomer 


"310  320  330  340  350  360  370  380  390  400  410  420  430  440  45o" 


302  C20H30O2  54411-93-7 

Androst-16-ene-17-carboxylic  acid,  (5a)- 


302  C20H34N2  2842-69-5 

Androst-5-ene-3, 17-diamine,  iV3-methyl-,  (3/3,17/3)— 

Me 


302  C20H30O2  24338-19-0 

Podocarpa-8,ll,13-triene-7/3,13-diol,  14-isopropyl- 
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302  C21H18O2 

Benzenemethanol,  a,a-diphenyl-,  acetate 


971-85-7 
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2266 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


302 


302  C21H18O2  3343-01-9 

Benz  [/'  ] aceanthr  y lene- 11, 1 2-diol,  1,2, 11,1 2-tetr  ahydr  o-3-methyl- 


302  C21H18O2  4376-83-4 

1-Propanone,  3-(2-hydroxyphenyl)-l,3-diphenyl- 

CHPhCH2COPh 


302  C21H18O2  54934-51-9 

Benzeneethanol,  a-phenyl-,  benzoate 

Ph  C(  O)  OCHPh  CH2  Ph 


302  C21H18O2  55649-64-4 

l,8:2,7-Dimethanodibenzo[a,e]cyclobuta[c]cycloocten-13-one, 
l,2,2a,7,8,12b-hexahydro-l-methoxy- 


MeO 


302  C21H34O  848-62-4 

Pregnan-20-one,  (5a)- 


Me 
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302 


EPA,  NIH  MASS  SPECTRAL  DATA  BASE 


226": 


302  C21H34O  898-96-4 

Androstan-3-one,  4, 4-dimethyl-,  (5a)- 


Me 


302  C21H34O  1975-31-1 

5a-Estran-3-one,  2a-isopropyl- 


Me 


302  C21H34O  2862-58-0 

Pregn-5-en-3-ol,  (3d)~ 

Me 


IOC  T — 
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302  C21HMO  4507-79-3 

5a-Estran-3-one,  2d-isopropyl- 

Me 


302  C21H34O  5618-24-6 

5a,17a-Pregnan-12-one 


2268 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


302 


302  C21H34O  6022-46-4 

Pregnan-12-one, (5a)- 

Me 


302  C21H34O  7673-17-8 

Androst-5-en-3-ol,  4,4-dimethyl-,  (3/3)— 

Me 


302  C21H34O  7704-90-7 

Pregnan-20-one,  (5a, 17a)- 


Me 


302  C21H34O  14012-13-6 

5a-Pregnan-15-one 


Me 


302  C21H34O  14304-60-0 

5a,14d-Pregnan-15-one 


Me 
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302 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2269 


302  C21H34O  14778-11-1 

Pregnan-3-one,  (5a)- 


Me 


302  C21H34O  17996-90-6 

Pregnan-12-one,  (5/3)- 

Me 


302  C21H34O  26729-46-4 

Pregnan-ll-one,  (5/3)- 

Me 


302  C21H34O  31239-27-7 

13,17-Seco-5a-pregn-13(18)-en-20-one 


302  C21H34O  32319-05-4 

D-Dihomoandrostan-17a-one,  (5a)- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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302  C21H34O 

D-Dihomoandrostan-T7b-one,  (5a) 


32319-07-6 
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Pregnan-16-one,  (5a)- 


42921-26-6 
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Pregn-14-en-20-ol,  (5a,20S)- 
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302  C21H34O 

Androstan-17-one,  16,16-dimethyl-,  (5a)- 


56052-96-1 
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302  C21H34O 

Pregn-2-en-17-ol,  (5a,17£)- 


53286-39-8 
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302  C21H34O  56324-74-4 

13,21-Cyclo-18-norpregnan-20-ol,  20-methyl-,  (5n,20S)- 
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302  C22H22O  13594-77-9 

Benzene,  1,1  ,1  -(propoxymethylidyne)tris- 

Ph  3 COP  r 


302  C22H22O  22190-65-4 

Methanone,  [3,8-dimethyl-5-(l-methylethyl)-l-azulenyl]phenyl- 

Me 
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302  C22H22O  39665-56-0 

Methanone,  [1.4-dimethyl-7-(l-methylethyl)-2-azulenyl]phenyl- 


Me 


Me 


302  C22H22O  54934-50-8 

Benzenepropanol,  4-methyl-3,3-diphenyl- 


CH2  CPh2  CH2  OH 
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302  C22H38  1459-09-2 

Benzene,  hexadecyl- 

Ph ( CH2 ) 1 5 Me 
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302  C22H38  13419-16-4 

Benzene,  (1-methylpentadecyl)- 

Ph CHMe  ( CH2  ) 1 3 Me 


302  C22H38  13419-23-3 

Hexadecane,  8-phenyl- 

Me  ( CH2  ) 7 CHPh  ( CH2  ) 6 Me 
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302  C22H38  29138-94-1 

Pentadecane,  2-methyl-2-phenyl- 

PhCMe2 ( CH2 ) 1 2 Me 
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302  C22H38  35575-28-1 

D-Homopregnane,  (5a)- 

Me 
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302  C22H38  40572-12-1 

Benzene,  l,3,5-tris(2,2-dimethylpropyl)-2-methyl- 


CH2  CMe3 
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302  C22H38  54934-69-9 

Naphthalene,  l,l'-(l,2-ethanediyl)bis[decahydro- 


CH2 

ch2 


302  C22H38  54934-70-2 

Naphthalene,  l,l'-ethylidenebis[decahydro- 


302  C22H38  54934-71-3 

Cyclopentane,  l,l'-[3-(2-cyclopentylethylidene)-l,5-pentane= 
diyl]bis— 


302  Cl2Fe2N404  21576-91-0 

Iron,  di-M-chlorotetranitrosyldi- 


N:0+ 


CHMe 
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303  C9H12F3NO5S  40027-86-9 

L-Cysteine,  S-(2-methoxy-2-oxoethyl)-N-(trifluoroacetyl)-,  methyl 
ester 


C(  O)  OMe 
I 

MeOC(  0)  CH2  SCH2  CHNHCOCF 3 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


303 


303  CioHioBrNOS2  50630-71-2 

3H-Indol-3-one,  6-bromo-l,2-dihydro-2,2-bis(methylthio)- 


303  C12H36AI3N3  32106-39-1 

Aluminum,  tris [n-(diethylaminato) ] hexahydrotri- 


303  CuHioBrNCL  18264-84-1 

Phenanthrene,  2-bromo-9, 10-dihydro-3-nitro- 


N02 


303  CisHuBrNO  55955-91-4 

2H-l,3-Benzoxazine,  6-bromo-3,4-dihydro-3-(phenylmethyl)- 


303  Ci6H25NOSi2  33285-82-4 

Silylamine,  l,l,l-trimethyl-N-[5-(trimethylsiloxy)-l-naphthyl]- 


-h 


h- 


Et  Et 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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303  CietLsNOSb  33285-85-7 

Silylamine,  l,l,l-trimethyl-./V-[6-(trimethylsiloxy)-2-naphthyl]- 


303  C1-H21NO4  33975-33-6 

l/f-Isoindole-5-carboxylic  acid,  2,3-dihydro-l,3-dioxo-,  octyl  ester 


Me3Si 
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40  - 
20- 

j 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

303  C17H21NO4  50-36-2 

8-Azabicyclo[3.2.1]octane-2-carboxylic  acid,  3-(benzoyloxy)-8- 
methyl-,  methyl  ester,  [lR-(exo,exo)]- 


C(  0)  OMe 


303  C17H21NO4  51-34-3 

Benzeneacetic  acid,  a-(hydroxymethyl)-,  9-methyl-3-oxa-9- 
azatricyclo[3.3.1.024]non-7-yl  ester,  [7(S)-(la,2/3,4d,5a,7d)]- 


i ...  jlJ 

L J 

,1  I 

1 f -L  iL 

10  20  30  40  50  60 

0 80  90  100 

110  120  130  140  150 

1 

160  170  180  190  200  210  220  230  240  250 

260  270  280  290  300 

310  320  330  340  350  360  370  380  390  400 

410  420  430  440  450 

303  C17H21NO4  54934-75-7 

Morphinan-3,6,14-triol,  4,5-epoxy-17-methyl-,  (5a, 6$)- 


303  C18H25NO3  19314-96-6 

2-Propanol,  l-(isopropylamino)-3-[(4-methoxy-2-methyl-l- 
naphthyl)oxy]- 

OCH2  CH(  OH ) CH2  NHPr  - i 
Me 


OMe 


1 

10  20  30  40  50  60  70 

80  90  100  110 

120  130  140  150 

2276 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


303 


303  C19H29NO2 

Androst-4-en-3-one,  17-hydroxy-,  oxime,  (17/3)- 


Me 


6911-95-1 


303  C19H29NO2  32589-36-9 

Carbamic  acid,  (a-methylbenzyl)-,  9-decenyl  ester 

PhCHMe NHC(  0)  0(  CH2  )s  CH=CH2 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


303  C19H29NO2  33027-13-3 

Carbamic  acid,  (a-methylbenzyl)-,  p-menth-3-yl  ester 


0C(  0) NHCHMePh 


Me 


303  C19H29NO2  54934-73-5 

Carbamic  acid,  (1-phenylethyl)-,  2-methyl-5-(l-methylethyl)=: 
cyclohexyl  ester 


Me 


Pr  -i 


303  C20H33NO  622-56-0 

Tetradecanamide,  N-phenyl- 

PhNHCO(  CH2  ) 1 2 Me 


303 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2277 


100 

80- 
60- 
40- 
20  - 

0 *L  i i 1 ---i  i -i 1 1 i I " i 1— I 1 i i — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


303  C21H21NO  52148-69-3 

2(l/f)-Pyridinone,  l-ethyl-4,6-dimethyl-3,5-diphenyl- 


Me 


Ph 


303  C21H37N  54498-43-0 

Androstan-l-amine,  N,N-dimethyl-,  (1/3, 5a)- 

Me 


303  C21H37N 

Androstan-17-amine,  N,N- dimethyl-,  (5a, 17/3)- 


54498-44-1 


303  C21H37N  54498-45-2 

Androstan-16-amine,  N,/V-dimethyl-,  (5a)- 


303  C21H37N  54498-46-3 

Androstan-1 1-amine,  N,A/-dimethyl-,  (5a, 11a)- 


T Jlllll 

in 

L dil  ...Liilll 

1,  Mill 

-1 1 1 r—  1 — 1 — -t"" — r 1 — — r* — ' — i-“i -1— 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2278 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


303 


303  C21H37N  55320-46-2 

Androstan-3-amine,  iV-ethyl-,  (3/3,5 a)- 

Me 


304  C6HiiBr202P  16182-88-0 

Phospholane,  3,4-dibromo-l-ethoxy-,  1-oxide 


Br 


304  C9H4F3M11O5  56211-38-2 

Manganese,  tetracarbonyl[3,3,3-trifluoro-2-formyl-l-methyl- 
l-propenyl-C,0]-,  (OC-6-23)- 


c = o 


304  CiiHi4Br2  40548-55-8 

Benzene,  [3-bromo-2-(bromomethyl)-2-methylpropyl]- 

CH2  Ph 

I 

Br  CH2  CMeCH2  Br 


304  C13H2804Si2  55887-57-5 

Pentanedioic  acid,  3,3-dimethyl-,  bis(trimethylsilyl)  ester 

Me3  S i OC(  0)  CH2  CMe2  CH2  C(  0)  OSi  Me3 


304 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2279 


304  Ci3H32N202Si2  25737-21-7 

Lysine,  bis(trimethylsilyl)-,  methyl  ester,  L- 


Me0C(0)CH(NH2)(CH2)4NH2  +2SiMe3 


304  CisHseSu  18419-73-3 

2,8-Disilanonane,  2,2,4,4,6,6,8,8-octamethyl- 

Me3Si  CH2SiMe2CH2SiMe2  CH2  S i Me  3 


304  C14H9CI2F3  361-07-9 

Benzene,  l,l’-(2,2,2-trifluoroethylidene)bis[4-chloro- 

cf3 


304  C14H19F3N2O2  54966-10-8 

Pyridine,  l-acetyl-l,2,3,4-tetrahydro-5-[l-(trifluoroacetyl)-2- 
piperidinyl]- 


Ac 

I 


304  C15H16N2OS2  55759-87-0 

Sulfoximine,  S-methyl-N-[(methylthio)(phenylimino)methyl]- 
S-phenyl- 

PhN  = C(  SMe  ) N = SPhMe  =0 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304  Ci5H2iRh  32698-19-4 

Rhodium,  7r-cyclopentadienyl(  1 ,2,3,4,5-pentamethyl- 1 ,3-cyclo= 
pentadiene)-,  endo- 


2280 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


304 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304  Ci5H2iRh  33503-63-8 

Rhodium,  Tr-cyclopentadienyUl^^^jS-pentamethyl-l^-cyclo0 
pentadiene)-,  exo- 


304  CieHgMnOs  31760-87-9 

Manganese,  tricarbonyl[(4a,4b,8a,9,9b-r;)-9/f-fluoren-9-yl]- 


H 


304  CieHieOe  39689-34-4 

2/i-l-Benzopyran-3,5,7-triol,  3,4-dihydro-2-(4-hydroxy-3- 
methoxyphenyl)-,  cis-(±)~ 


HO 


304  CieHieOe  52525-99-2 

2H-Pyran-2-one,  6-[2-(l,3-benzodioxol-5-yl)ethenyl]-5,6-di= 
hydro-4, 5-dimethoxy-,  [5R-[5a,6a(E)]]~ 


OMe 


304  CieHieOe  52526—00—8 

2H-Pyran-2-one,  6-[2-(l,3-benzodioxol-5-yl)ethenyl]-5,6-di:=: 
hydro-4, 5-dimethoxy-,  [ 5S-[5a, 6/3(7?)]  ]- 


304 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2281 


304  CieHnBrO  55162-75-9 

2(3//)-Naphthalenone,  l-bromo-4,4a,5,6,7,8-hexahydro-4a-phenyl- 

Br 


Ph 


304  C16H20N2O4  28537-73-7 

l//-Pyrrole-2,5-dione,  l,l'-(l,8-octanediyl)bis- 

0 0 


304  C16H20N2O4  50455-85-1 

Benzoic  acid,  4-(tetrahydro-5,5-dimethyl-2-oxopyrrolo[  1,2-5]  = 
[l,2,4]oxadiazol-l(2/f)-yl)-,  ethyl  ester 


Me 


304  C16H20N2O4  56728-15-5 

2-Pyrrolidinone,  l-tU^.S^-tetrahydro-ej-dimethoxy-l-iso^ 
quinolinyl)carbonyl]- 


304  Ci6H2402Si2  1032-28-6 

Silane,  [l,5-naphthalenediylbis(oxy)]bis[trimethyl- 


OSi Me3 


MesSi O 


100 

80 

60 

40 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


20 


2282 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


304 


304  C16H24O2S12  1226-72-8 

Silane,  (2,7-naphthylenedioxy)bis[trimethyl- 


304  C16H32O3S  15224-88-1 

1,2-Oxathiane,  6-dodecyl-,  2,2-dioxide 

( CH2  ) 1 1 Me 


304  CieHssBr  112-82-3 

Hexadecane,  1-bromo- 

Br (CH2)i 5 Me 


304  C17H20O5  22485-49-0 

5-Isobenzofurancarboxylic  acid,  l,3-dihydro-l,3-dioxo-,  octyl  ester 

0 


304  C17H24N2O3  47216-65-9 

2-Pyrrolidinone,  l-[2-(l,2,3,4-tetrahydro-6,7-dimethoxy-l- 
isoquinolinyl)ethyl]- 


304 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2283 


304  C18H16N4O  55649-75-7 

Acetic  acid,  phenyl [ ( 1-phenyl- LW-pyrazol-3-y  1) methylene ] hydrazide 

CH  = NN(  Ac  )Ph 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304  C18H24O4  54699-44-4 

5-Isobenzofurancarboxylic  acid,  l,3-dihydro-3-oxo-,  nonyl  ester 


Me(  CH2  ) a OC(  0) 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304  C19H17N2P  15990-54-2 

Formaldehyde,  (triphenylphosphoranylidene)hydrazone 

H2C=NN:PPh3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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304  C18H24O4  54699-45-5 

5-Isobenzofurancarboxylic  acid,  1,3-dihydro-l-oxo-,  nonyl  ester 


0 


Me(  CH2  ) 8 OC(  O) 


304  C19H28O3  899-39-8 

Androstane-3,6-dione,  17-hydroxy-,  (5a, 17/3)- 


100 

80 
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20 
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60 
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2284 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


304 


304  C19H28O3 

Androst-5-en-17-one,  3,19-dihydroxy-,  (3/3)- 


2857-45-6 


HOCH2  1 

Ae 

0 

Jxr 

Li,.i. 

. , i . . . I.L  i 

10  20  30  40  50  60  70  80 

90  100 

110  120  130  140  150 

v 

L , 1. , 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


304  C19H28O3 

Androstane-6,17-dione,  3-hydroxy-,  (3/3,5 a)- 


4601-47-2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


304  C19H28O3 

Androstane-3,17-dione,  6-hydroxy-,  (5/3, 6a)- 


5225-43-4 


1,  I, 

it-  iJjiL.  jJill Iililll T ..i.in i.iiii 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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304  C19H28O3 

Androstane-3,17-dione,  6-hydroxy-,  (5a, 6/3)- 


7801-26-5 


Jl _L 

iL, 

a, JJu JM  liliii 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


304  C19H28O3 

Androstane-3,17-dione,  6-hydroxy-,  (5a, 6a)- 


49643-95-0 


304 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2285 


304  C19H28O3  51467-38-0 

Androstane-3,17-dione,  6-hydroxy-,  (5 0,60)- 


304  C19H28O3  53512-52-0 

Androstane-6,17-dione,  3-hydroxy-,  (3/3,5/^)— 


100 

80 

ao 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304  C19H28O3  53512-50-8 

Androstane-3,6-dione,  17-hydroxy-,  (50,170)- 


304  C19H28O3  53512-53-1 

Androstane-6,17-dione,  3-hydroxy-,  (3a, 5a)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


2286 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


304 


304  C19H28O3 

Androstane-12,17-dione,  3-hydroxy-,  (3/3, 5a)- 


53604-38-9 


304  C19H28O3  53604-44-7 

Androstane-3,17-dione,  12-hydroxy-,  (5a, 12a)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304  C19H28O3 

Androstane-12,17-dione,  3-hydroxy-,  (3a, 5/3)- 


53604-39-0 


304  C19H28O3  53604-45-8 

Androstane-3,17-dione,  12-hydroxy-,  (5/3, 12a)- 


304 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2287 


304  C19H28O3 

Androstane-3,17-dione,  12-hydroxy-,  (5/3,12/3)- 


53604-46-9 


304  C20H32O2  1232-57-1 

Androstan-3-one,  17-hvdroxy-l-methyl-,  (Id, 5a, 17/3)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304  C19H28O3  53608-28-9 

Androstane-3,17-dione,  12-hydroxy-,  (5a, 12/3)- 


304  C20H32O2  1424-00—6 

Androstan-3-one,  17-hydroxy-l-methyl-,  (la, 5a,  17/3)— 


Li 

iJ 
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I.I..  .Ii..  ,...  II. 

L ^ 
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2288 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


304 


304  C20H32O2  2059-40-7 

5a-Estran-3-one,  17/?-hydroxy-4,4-dimethyl- 

Me 


0 


Me 


304  C20H32O2  4807-69-6 

1-Phenanthrenecarboxylic  acid,  7-ethyl-l,2,3,4,4a,4b,5,6,7,9,° 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  [Ii2-(la,4ai8,4ba,7a,= 
lOaa)]- 


HO2C  Me 


304  C20H32O2  16394-67-5 

5a-Androstan-17/?-ol,  2/3,3/3-epoxy-3-methyl- 

Me 
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304  C20H32O2 

5a-Androstan-17/3-ol,  2/3,3/3-epoxy-2-methyl- 


16427-03-5 
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II.,  nil,  1. 

, I'll,  

304  C20H32O2  24470-48-2 

2-Pentenoic  acid,  5-(decahydro-5,5,8a-trimethyl-2-methylene- 
l-naphthalenyl)-3-methyl-,  [ lS-[ la(E) ,4a/3,8aa] ]- 


H2C 


HO2  CCH  : CMe  CH2  CH2 


304 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2289 


304  C20H32O2  26737-12-2 

5a-Androstan-17/3-ol,  2a,3a-epoxy-3-methyl- 


304  C20H32O2  54411-59-5 

D-Norandrostane-16-carboxylic  acid,  methyl  ester,  (5a,  16/3)- 


304  C20H32O2  54411-62-0 

D-Norandrostan-16-ol,  acetate,  (5a,  16/3)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304  C20H32O2  54630-68-1 

Androstan-3-one,  17-hydroxy-2-methyl-,  (2/3,5/3,17/3)- 

Me 


304  C20H32O2  54644-43-8 

Propanoic  acid,  2,2-dimethyl-,  2,6-bis(l,l-dimethylethyl)-4- 
methylphenyl  ester 


100 
80 
60 
40 
20 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


Bu-t 


2290 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


304 


304  C20H32O2  55255-87-3 

Kauran-18-al,  16-hydroxy-,  (4/3)— 


Me  CHO 


304  C21H20O2  55649-65-5 

l,8:2,7-Dimethanodibenzo[a,e]cyclobuta[c]cycloocten-13-ol,  1,= 
2,2a,7,8,12b-hexahydro-l-methoxy- 


MeO 


304  C21H36O 

5a-Androstan-3/3-ol,  4,4-dimethyl- 


Me 


7673-19-0 


304  C21H36O 

D(15)-Norpregnan-20-ol,  20-methyl-,  (5a)- 


54411-61-9 


305 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2291 


304  C23H28 

Phenanthrene,  9-nonyl- 


16740-38-8 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


( CH2  ) 8 Me 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


304 

Pregnan-18-ol,  (5a)- 


C21H36O 


56053-09-9 


20- 

Jl 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

l[ 

il  ,i  L i 

II-  . ..ijll 1.1. 1 Jl 

305  CsHuPt  1271-07-4 

Platinum,  (?75-2,4-cyclopentadien-l-yl)trimethyl- 

10  20  30  40  50  60 

70  8 

90 

100 

10  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


Pt*4 

./IV 

H3C  -CH3CH3 


304  C22H40  55255-85-1 

Cyclopentane,  l,l'-[3-(2-cyclopentylethyl)-l,5-pentanediyl]bis- 


9 

CH2 

I 

CH2 

— CH2  CH2  CHCH2  CH2  


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


305  C9H 15F3NO5P  56772-24-8 

Butanoic  acid,  4-[(methoxymethyl)phosphinyl]-2-[(trifluoroc: 
acetyl)amino]-,  methyl  ester,  (S)- 

O C(  0)  OMe 

11  1 

Me  OCH2  PHCH2  CH2  CHNHCOCF3 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


40 

20 


2292 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


305 


305  Ci2H27N04Si2  56196-81-7 

a-D-Glucopyranose,  2 -amino-3, 6-anhydro-2-deoxy-l ,4-bis-O- 
(trimethylsilyl)- 
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Jj 


305  Ci2H3iN02Si3  55255-77-1 

/J-Alanine,  AC/V-bis(trimethylsilyl)-,  trimethylsilyl  ester 

Si  Me 3 
I 

Me  3 S i OC(  0)  CH2  CHs  NS  i Me  3 


305  C14H10F3N5  32706-27-7 

2-Pteridinamine,  N-(phenylmethyl)-4-(trifluoromethyl)- 


cf3 


NHCH2  Ph 


305  C15H19N3O4  39931-31-2 

Pyrrolo[l,2-6][l,2,4]oxadiazol-2(l/7)-one,  tetrahydro-5, 5,7,7- 
tetramethyl-l-(4-nitrophenyl)- 


Me 


305  Ci5H23N02Si2  55255-79-3 

1 77-Indole- 5-carboxylic  acid,  l-(trimethylsilyl)-,  trimethylsilyl  ester 


S i Me  3 
I 


Me3  S i OC(  0) 


305 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2293 


305  Ci5H23N02Si2  55255-80—6 

lH-Indole-2-carboxylic  acid,  l-(trimethylsilyl)-,  trimethylsilyl  ester 


0^ 


C(  0)  OSi  Me3 


305  C16H15N7  29366-80-1 

Benzaldehyde,  [o-(4,6-diamino-s-triazin-2-yl)phenyl]hydrazone 


NH2 


305  CieHigNOs  23661-45-2 

Furo[3,2-d]oxazol-6-ol,  5-(2,2-dimethyl-l,3-dioxolan-4-yl)- 
3a,5,6,6a-tetrahydro-2-phenyl-,  [3aS-[3aa,5a(S*),6a,6aa]]- 


305  C16H19NO5  36132-34-0 

l//-l-Benzazepine-3,4-dicarboxylic  acid,  2,3-dihydro-2-meth:= 
oxy-l-methyl-,  dimethyl  ester 


MeO  Me 


305  Ci6H27NOSi2  55334-85-5 

lH-Indole,  l-(trimethylsilyl)-3-[2-[(trimethylsilyl)oxy]ethyl]- 


S i Me  3 

I 


CH2  CH2  OSi  Me3 


J _ 

ll . 

10  20  30  40  50  60  70  60  90  100  110  120  130  140  150 

180  170  180  190  200  210  220  230  240  250  280  270  280  290  300 


2294 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


305 


100 

80- 
60- 
40- 
20  - 

0 -I — — r- — — r 1 1 1 1 1 1 1 1 1 1 1 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


305  CivHisFeNO  32662-44-5 

Ferrocene,  [(hydroxyimino)phenylmethyl]-,  (E)- 


<G]-Fe [0>—  c=noh 


305  CnHisFeNO  32662-45-6 

Ferrocene,  [(hydroxyimino)phenylmethyl]-,  (Z)- 


^3) Fe [O) C— NOH 


305  C17H23NO4  18781-64-1 

2-Indolinemalonic  acid,  3,3-dimethyl-,  diethyl  ester 

C(  O)  OE  t 


305  Ci7H27N02Si  55255-40-8 

4-Piperidinecarboxylic  acid,  4-phenyl-l-(trimethylsilyl)-,  ethyl  ester 

C(  O)  OE  t 


Me  3 S i 


305  Ci8Hi5N302  26238-84-6 

3-Pyridinecarboxylic  acid,  5-(4,9-dihydro-3/f-pyrido[3,4-6]in= 
dol-l-yl)-,  methyl  ester 


100  -1 — 

80  - 
60- 
40  - 
20  - 

0 * 1 1 r -i 1 1 1 1 1 1 li  ^ 1 mL  . I ^ 1 — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


305 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2295 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


305  C18H15N3O2  29366-67-4 

s-Triazine-2-carboxylic  acid,  4,6-diphenyl-,  ethyl  ester 


v^N^CtOlOE. 

N^N 


305  C18H27NO3  17117-09-8 

Cyclohexanol,  l,l'-(4-methyl-2,6-pyridinediyl)bis-,  iV-oxide 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


305  C19H15NOS 

Carbamic  acid,  diphenylthio-,  S-phenyl  ester 

Ph SC(  O)  NPh2 


13509-40-5 


—I 1 1 1|^'‘  J—W"l tiil)l  ..|i.1.l.l..| 1 — If... i..  | 1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


305  C19H19N3O  33903-15-0 

Pyrrolo[2,l-5]quinazolin-9(l//)-one,  3-[2-(dimethylamino)  = 
phenyl]-2,3-dihydro- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


305  C19H31NO2 

Androstan-18-amide,  17-hydroxy-,  (17/3)- 


55298-13-0 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2296 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


305 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


305  C20H35NO 

Pyrrolidine,  l-(l-oxo-7,10-hexadecadienyl)- 


56666-41-2 


O 


■ C0(CH2 )5CH  = CHCH2CH  = CH(CH2 ) 4 Me 


L 

t.  Jil 

1.  iiiLl  uA , 

1 

10  20  30  40  50  60 

0 80  90  100  110  120  130  140  150 

310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


306  C3HBr2ClF4  758-39-4 

Propane,  l,2-dibromo-3-chloro-l,l,3,3-tetrafluoro- 

F2  CBr CHBr  CCI F2 


306  CeBr2F4 

Benzene,  l,4-dibromo-2,3,5,6-tetrafluoro- 


344-03-6 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  CeBr2F4 

Benzene,  l,2-dibromo-3,4,5,6-tetrafluoro- 


827-08-7 


306  CeBr2F4 

Benzene,  l,3-dibromo-2,4,5,6-tetrafluoro- 


1559-87-1 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


306 


EPA  NTH  MASS  SPECTRAL  DATA  BASE 


229' 


100- 
80  * 

60  ■ 

40  - 

II 

20- 

'll  , LJ, , M , LI, , , , , , , 

0- 

H 1 1 1 1 T- — 1 1 1 1 1 1 — 

160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 


160  170  160  190  200  210  220  230  240  250  260  270  260  290  300 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


306  CeHioO-iSea 

Propanoic  acid,  3,3'-diselenobis- 

HO2CCH2  CH2  SeSeCH2  CH2  CO2  H 


7370-58-3  306  CgHisChSe-i 

1-Butanol,  3,3'-diselenobis- 

HOCH2  CH2  CHMe  Se  Se  CHMe  CH2  CM 2 OH 


23243-49-4 


— , — , Ml  U 

d_ l l , | - 1 . . ■»-  . ■. 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


80- 

80 

60- 

60- 

40- 

40- 

20- 

20- 

.1..  ..I 

“ 

1 . . | . ..  ,3.1-1.  , , , 

0- 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

80- 

80 

60 

60 

40 

40 

20 

20 

.1.1.1  , , 

1 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 

306  CeHi2Br204 

D-Mannitol,  l,6-dibromo-l,6-dideoxy- 

Br  CH2CH(  OH)  CH(  OH)  CH(  OH)  CH(  OH)  CH2  Br 


488-41-5 


306  CgHisChSea 

1-Propanol,  3,3'-diselenobis[2-methyl- 

HOCH2  CHMe  CH2  SeSeCH2  CHMe  CH2  OH 


23243-50-7 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1 1 —I—-  r -—“i  ‘i""  ........ 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

80- 

■ 

60  ■ 

II 

40  ■ 

..  . Ll.  ,11  , 

20- 

0- 

i ■ | ■ 1 . . . .j.i-i  -i  1 , -1 

160  170  180  190  200  210  220  230  240  2S0  260  270  280  290  300 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 

100  -1 

80- 

80  - 

60- 

60- 

40  - 

40- 

20- 

0- 

20- 

0- 

.J.i . 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  4S0 


306  CsHi802Se2 

1-Butanol,  4,4'-diselenobis- 

H0(CH2)4SeSe(CH2)4  0H 


23243-48-3 


J iilL  ■ 

. L 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


306  CuHi2BrC103  41194-86-9 

Propanoic  acid.  3-chloro-,  4-bromo-2-methoxy-5-methylphenyl 
ester 


Me 

XX 


OC(  0)  CH2CH2CI 


10  20  30  40  50  60  70  60  90  100  110  120  130  140  150 


2298 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


306 


100 
80 
60 

40 

20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  CwHisOjS  32848-88-7 

Xylopyranoside,  methyl  4-thio-,  triacetate,  a-D- 


306  C12H22O7S1  55590-87-9 

1,2,3-Propanetricarboxylic  acid,  2-[(trimethylsilyl)oxy]-,  trimethyl 
ester 

C(  0)  OMe 
I 

Me OC(  0)  CH2CCH2C(  0)  OMe 
Mea  Si  0 


306  Ci3H3o04Si2  56051-93-5 

Pentanoic  acid,  3-methyl-3,5-bis[(trimethylsilyl)oxy]-,  methyl  ester 

OS i Me 3 

MeOC(  0)  CH2  CMeCH2  CH2  OSi  Me3 


306  CisHsoSn  1528-01-4 

Stannane,  tributylmethyl- 

( CH2  ) 3 Me 

Me  ( CH2  ) 3 S n Me  ( CH2  ) 3 Me 


306  CwHioOs  3404-89-5 

1 ,4-N aphthoquinone,  2,7-diacetyl-3,5,6,8-tetrahydroxy- 


0 OH 


0 OH 


306  CnHnBrOS  38366-98-2 

Benzene,  l-bromo-4-[(2-phenylethenyl)sulfinyl]- 


306 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2299 


100- 

80- 

60- 

40- 

20- 

0- 

j. _i 

1 'ii  li 

ll,  , .1  , 1 L , 

L___ 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  C14H14N2O2S2  6361-95-1 

Benzenesulfonamide,  4-methyl-Ar-[(phenylamino)thioxomethyl]- 


160  170  ISO  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

306  C15H14O7  14090-54-1 

1,4-Naphthoquinone,  2-acetyl-3-hydroxy-5,6,8-trimethoxy- 

Ac 

MeO  'V'  'V'  'OH 

MeO  O 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 

306  C15H15O3PS  24059-97-0 

Phenothiaphosphine,  2,8,10-trimethyl-,  5,5,10-trioxide 


I \\ 

's' 

//\\ 

0 0 


306  Ci5H3404Si 

Silicic  acid  (hLSiCL),  tributyl  propyl  ester 

0( CH2  ) 3 Me 

Me  ( CH2  ) 3 OS  i O ( CH2  ) 3 Me 
PrO 


55683-20-0 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  CieHisOe  52526-01-9 

27/-Pyran-2-one,  6-[2-(l,3-benzodioxol-5-yl)ethyl]-5,6-di  = 
hydro-4, 5-dimethoxy-,  (5 R-cis)- 


S''  "V- CH2CH2 

iV^OMe 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2300 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


306 


306  CieHisOe  52526-02-0 

2/T-Pyran-2-one,  6-[2-(l,3-benzodioxol-5-yl)ethyl]-5,6-di= 
hydro-4, 5-dimethoxy-,  (5 S-trans)- 


OMe 


100-1 

80- 

60- 

40- 

20- 

0 J 1 1 1 1 1 1 1 1 1 1 1 1 — 1 1 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  C17H14N4O2  31504-88-8 

1,2-Ethanediol,  l-(l-phenyl-l/f-pyrazolo[3,4-6]quinoxalin-3-yl)-, 
(1S)- 


Ph 

I 


CH(  OH)  CH2OH 


306  CieHigBrO  22844-38-8 

2(l//)-Naphthalenone,  lcHbromo-3, 4,4a, 5, 6,7,8> 8aa-octahydro- 
4a/3-phenyl- 


306  C17H22O5  580-49-4 

2//-Cyclohepta[6]furan-2-one,  6-[l-(acetyloxy)-3-oxobutyl]- 
3,3a,4,7,8,8a-hexahydro-7-methyl-3-methylene- 


Me  COCH2  CH 

I 

AcO 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


1.  .I.lll.l  l.l.l  1 Jill..  . 

L J 

ii IiLl 

10  20  30  40  50  60  70  80  90  100  110 

120  130  140  150 

:.l  .,ll 

L illL 1 L J 

160  170  180  190  200  210  220  230  240  250  260 

270  280  290  300 

ii 

t 1 1 1 1 1 1 i r~  1 l 1 r 


306  C16H22N2O4  42948-66-3 

Benzeneacetic  acid,  ^-[[[(dimethylaminolcarbonyljmethyl^ 
amino] carbonyl]-a-ethyl-,  methyl  ester 

Me 2 NCONMe  COCP h E t C(  O)  OMe 


...  1, ll. 

10  20  30  40 

50  60  70  80  90  100  110  120  130  140  150 

160  170  180  190 

200  210  220  230  240  250  260  270  280  290  300 

306  C17H22O5  31299-06-6 

Azuleno[4,5-6]furan-2,9-dione,  9a-[(acetyloxy)methyl]deca= 
hydro-6-methyl-3-methylene-,  [3aS-(3aa,6/3,6aa,9a/3,9ba)]- 


AcOCH2 


Me 


,i il. 

...  .1,1,. , 1,1,1...  I.I.U I.li 

1.  -l.l.l..  . I l l.l.l. 

10  20  30  40  50  60  70  80  90 

100  110  120  130  140  150 

l^— ijjlln. ,.-1.111.1, l.llli  ..nlli-.  lli. i.  mi.  . i 

1-4—, , T T— 

i.rm ,..n f , , ■ — , — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


306 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2301 


306  CnH2603Si  56700-89-1 

4-Hepten-3-one,  l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]- 


CH2CH2COCH:CHEl 


306  Ci8Hi5As  603-32-7 

Arsine,  triphenyl- 

AsPh3 


306  Ci8Hi8N40  1456-89-9 

3H-Pyrazol-3-one,  4-[[4-(dimethylamino)phenyl]imino]-2,4- 
dihydro-5-methyl-2-phenyl- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  100  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  C18H20CI2 

Benzene,  l,r-(2,2-dichloroethylidene)bis[4-ethyl- 


CHC I 2 


72-56-0 


306  C18H20F2O2 

Estra-l,4-diene-3,17-dione,  10,16a-difluoro- 


Me 


32307-46-3 


100 
80 
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20 
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40 
20 
0 

100 
80 
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20 
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310  320  330  340  350  360  370  300  390  400  410  420  430  440  450 


u ...  ■ ,, lL ULL L 

ii  1 1 

10  20  30  40  50  60  70  80  90  100 

110  120 

130  140  150 

160  170  180  190  200  210  220  230  240  250 

260  270 

280  290  300 

1 

-1 1 1 1 f T 


2302 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


306 


306  C18H20F2O2  32307-51-0 

Estra-l,4-diene-3,17-dione,  4,10-difluoro- 

Me 


306  C18H26O4 

1,2-Benzenedicarboxylic  acid,  dipentyl  ester 


C(  0)  0(  CH2  )4Me 

,C(  0)  0(  CH2  ) 4Me 


131-18-0 


100 
60 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  C19H27FO2  28344-37-8 

Androstan-17-one,  5,6-epoxy-3-fluoro-,  (3a, 5/3, 6/?)- 

Me 


306  C19H27FO2  28344-36-7 

Androstan-17-one,  5,6-epoxy-3-fluoro-,  (3a, 5a, 6a)- 


306  C19H27FO2  40242-88-4 

Androstan-17-one,  5,6-epoxy-3-fluoro-,  (3/3, 5a, 6a)- 

Me 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2303 


306  C19H30OS 

5a-Androstan-170-ol,  20,30-epithio- 


2136-25-6 


10  20 

30  40  SO  60  70  80  90  100  110  120  130  140  150 

iii  ,ik 

iii  'L i ill  i i in 

1 1 U L.  lllLJ pll 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


306  C19H30OS 

Androstan-17-ol,  2,3-epithio-,  (2a, 3a, 5a, 170)- 


2363-58-8 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


306  C19H30O3 

Androstan-17-one,  3,12-dihydroxy-,  (30,5a, 120)- 


848-63-5 


306  C19H30O3 

Benzoic  acid,  4-(dodecyloxy)- 


2312-15-4 


0(CH2  )1  1 Me 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  C19H30O3  10448-51-8 

Androstan-17-one,  3,12-dihydroxy-,  (3a, 50,12a)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

306  C19H30O3  17328-37-9 

Andros tan-6-one,  3,17-dihydroxy-,  (30,5a, 170)- 


" 

II..  J,  l„ 

ill.  llll. 

i.k. 

...1  - 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2304 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


306 


306  C19H30O3  18529-66-3 

Androstan-3-one,  6,17-dihydroxy-,  (5a, 6/3, 17/3)- 


Me 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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306  C19H30O3  49644-02-2 

Androstan-3-one,  6,17-dihydroxy-,  (5a, 6a,  17/?)- 
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0 
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306  C19H30O3  49644-08-8 

Androstan-6-one,  3,17-dihydroxy-,  (3a, 5a,  17/3)- 

Me 


306  C19H30O3  51467-36-8 

Androstan-3-one,  6,17-dihydroxy-,  (5/3, 6a, 17/3)- 


306  C19H30O3  52077-22-2 

8-Nonenoic  acid,  9-(l,3,6-nonatrienyloxy)-,  methyl  ester,  (EJ^,Z,Z)- 

MeOC(  0) ( CH2 ) 6 CH - CHOCH - CHCH - CHCH2 CH  = CHE  t 


306 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2305 


306  C19H30O3  53512-51-9 

Androstan-6-one,  3,17-dihydroxy-,  (3/3,5/3,17 0)- 

Me 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


306  C19H30O3  53604-42-5 

Androstan-3-one,  12,17-dihydroxy-,  (5a,  12a,  17/3)— 

Me 


It  , 

.i  ..Li,.  . ij.i.  I.IJ.i  I.IiI|I  1,1, 
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306  C19H30O3  53608-25-6 

Androstan-3-one,  12,17-dihydroxy-,  (5/3, 12a, 17/3)- 
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306  C19H30O3  53608-27-8 

Androstan-3-one,  12,17-dihydroxy-,  (5a, 12/3, 17/3)- 

Me 


306  C20H22N2O  15317-65-4 

Spiro[cyclohexane-l,3'-indoline]-2'-carboxanilide 


CONHPh 
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306 


306  C20H34O2  468-82-6 

1-Naphthalenepentanoic  acid,  lT^a^.ejASa-octahydro-d^,0 
5,5,8a-pentamethyl- 

Me 
Me 

HO2  CCH2  CHMeCH2  CH2 


306  C20H34O2  1438-66-0 

1-Naphthalenepropanol,  a-ethenyldecahydro-4-hydroxy-a,5,= 
5,8a-tetramethyl-2-methvlene-,  [lS-[la(R*),4d,4ad,8aa]]- 


H2  C : CHCMe  ( OH)  CH2  CH2 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


306  C20H34O2  1783-84-2 

8,11,14-Eicosatrienoic  acid,  (Z,Z,Z)~ 

Me(  CH2  ) 4 CH  = CHCH2  CH  = CHCH2  CH  = CH(  CH2  ) 6 CO2  H 


306  C20H34O2  1857-24-5 

1-Naphthalenemethanol,  decahydro-5-(5-hydroxy-3-methyl- 
3-pentenyl)-l,4a-dimethyl-6-methylene-,  [lS-[la,4aa,5a= 

(E),  8a/J]]- 


HOCH2  CH  = CMe  CH2  CH2 


306  C20H34O2  1908-44-7 

1-Naphthalenepropanol,  a-ethenyldecahydro-5-(hydroxy= 
methyl)-a,5,8a-trimethyl-2-methylene-,  [lS-[la(S*),4ad,= 
5a,8ao]]- 


V 


306 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2307 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  C20H34O2  3650-30-4 

1-Naphthalenepropanol,  a-ethenyldecahydro-5-(hydroxy= 
methyl)-a,5,8a-trimethyl-2-methylene-,  [lS-[la(/?*),4a/3,= 
5a,8aa]]- 


hoch2 


H2 C = CHCMe ( OH  I CH2CH2 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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306  C20H34O2  4549-12-6 

1-Naphthalenepropanol,  «-ethenyldecahydro-5-(hydroxy= 
methyl)-a,5,8a-trimethyl-2-methylene-,  [lS-[la(/?*),4ad,= 
5d,8aa]]- 


H2  C 

H2C  = CHCMe(OH)  CH2CH2 


306  C20H34O2  7220-78-2 

4,8,13-Cyclotetradecatriene-l,3-diol,  1, 5, 9-trimethyl- 12-(1- 
methylethyl)- 


Pr-i 


Me  OH 


306  C20H34O2  24532-72-7 

Kaurane-16,18-diol,  (4d)- 


Me  ch2oh 
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306  C20H34O2  55836-76-5 

8//-Naphtho[l,2-6]pyran-8-one,  3-ethyldodecahydro-3.4a,7,= 
7,10a-pentamethyl-,  (3R-(3o.4ad,6aa.i0ad,10ba)]- 


2308 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


306 
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306  C20H34O2  57289-28-8 

1-Naphthalenepentanol,  decahydro-5-(hydroxymethyl)-5,8a- 
dimethyl-7,2-bis(methylene)-,  (la,4a/3,5a,8aa)- 


H2  c 


306  C21H22O2  23796-81-8 

Hydrocinnamic  acid,  o-[(3,4-dihydro-2-naphthyl)methyl]-,  methyl 
ester 


Me  OC(  0)  CH2CH2 


306  C21H26N2  56053-37-3 

2,20-Cycloaspidospermidine,  6, 7-didehydro- 1,3-dimethyl-, 
(2a, 3/3, 5a, 12/3, 19a, 20R)- 


Me  Me 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


306  C22H26O  29906-96-5 

3-Buten-2-one,  l-(4-£er£-butyl-2,6-xylyl)-3-phenyl- 


Me 


306  C24H18  135-70-6 

l,r:4',l":4",r"-Quaterphenyl 


306 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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306  C24H18  612-71-5 

l,l':3',l"-Terphenyl,  5'-phenyl- 


Ph 


306  C24H18  641-96-3 

l,r:2',l":2",l'"-Quaterphenyl 
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306  C24H18  1165-14-6 

l,l':2',l"-Terphenyl,  3'-phenyl- 


Ph 


306  C24H18  1165-53-3 

l,l':2',l"-Terphenyl,  4'-phenyl- 


306  C24H18  1165-57-7 

l,r:2',l":3",l'"-Quaterphenyl 


Ph 
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306  C24H18  1165-58-8 

l,l':2',l":4",l'"-Quaterphenyl 


306  C24H18  1166-18-3 

l,l':3',l":3",r"-Quaterphenyl 


Ph  Ph 


100 -T — — 
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60- 
40  - 

20-  j 

ol N-i 1 1 1 1 1 1 1 1 t . 1— r 1 r- 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


306  C24H18  28591-78-8 

1 ,4-Methanonaphthalene,  9-(diphenylmethylene)-l ,4-dihydro- 

G9™ 


306  C24H18  1166-19-4 

l,r:3,,l":4",l'"-Quaterphenyl 


Ph 


306  Ge4Hio  14691-47-5 

Tetragermane 

H3  Ge  GeH2  GeH2  Ge H3 


307  CnHsClsNOs 

Proline,  5-oxo-,  2,4,5-trichlorophenyl  ester 


o)  — ^ 'y^° 


3303-65-9 


307 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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307  C11H11CI2NO5 

L-Serine,  iV-[(2,4-dichlorophenoxy)acetyl]- 


ci 


0CH2C0NHCH(C02H)  CH2OH 
Cl 


50648-97-0 


307  C11H12F3N3O4  5254-27-3 

Benzenamine,  iV,iV-diethyl-2,6-dinitro-4-(trifluoromethyl)- 


N02 
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307  C12H6CIN3O5  39522-56-0 

lOH-Phenoxazine,  3-chloro-l  ,8-dinitro- 


NO2 
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307  C12H16F3N3O3 

L-Histidine,  N-(trifluoroacetyl)-,  butyl  ester 


NHCOCF  3 
I 

CH2CHC(0)0(CH2  ) 3 Me 


55255-83-9 


307  Ci2H2iN5OSi2  56272-92-5 

4(l/f)-Pteridinone,  2-amino-,  bis(trimethylsilyl)  deriv. 


307  Ci2H29N02SSi2  55255-82-8 

Butanoic  acid,  4-(ethylthio)-2-[(trimethylsilyl)amino]-,  tri= 
methylsilyl  ester 


NHSi  Me 3 
I 

E t SCH2  CH2  CHC(  O)  OS  i Me 3 
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307  C13H17N5O4  362-75-4 

Adenosine,  2',3'-0-(l-methylethylidene)- 


307  C14H9N7O2  52197-20-3 

2,3-Pyrazinedicarbonitrile,  5-ami  no-6- [(2, 3-dihydro-3- 
hydroxy-2-oxo-lH-indol-3-yl)amino]- 


307  C14H13NO7  29477-83-6 

[l,3]Dioxolo[4,5-;]phenanthridin-6(2/7)-one,  3,4,4a,5-tetra= 
hydro-2, 3, 4, 7-tetrahydroxy-,  [2S-(2a,3/?,4d,4a/3)]- 


307  C14H14NOPS2  24625-62-5 

Phosphinodithioic  acid,  diphenyl-,  ester  with  2-mercaptoacetoamide 

H2 NCOCH2  SPPh2 = S 


307  C18H17N3O2  28752-34-3 

Cyclopropanecarbonitrile,  2-[p-(dimethylamino)phenyl]-l-(p- 
nitrophenyl)- 


307 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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307  C18H17N3O2  38940-74-8 

ll/f-6,10-Metheno[l,6]diazacyclotridecino[10,9-6]indol-ll-one, 
1 ,2, 3, 4, 5,1 2-hexahydro-5-hydroxy- 


307  C18H29NOS  50455-49-7 

Spiro[pyrrolo[l,2-5][l,4,2]oxathiazole-2,2'-tricyclo[3.3.1.13.7]decane], 
tetrahydro-5,5,7,7-tetramethyl- 


t 1 r- 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


307  C18H29NO3  31552-13-3 

Alanine,  3-(p-isopropoxyphenyl)-N-isopropyl-,  isopropyl  ester,  L- 


CH2  CH(  NHP  r - i ) C(0)0Pr-i 


307  C18H17N3O2  40526-77-0 

Spiro[3/f-indole-3,3'-[3H]pyrazol]-2(lH)-one,  2',4'-dihydro- 
5'-(4-methoxyphenyl)-l-methyl- 


OMe 


307  C20H2JNO2  51624-48-7 

l/f-Dicyclopent[e,g]isoindole-l,3(2//)-dione,  3a, 3b, 4, 5, 6, 7,8,= 
9,9a,9b-decahydro-2-phenyl-,  (3aa,3ba,9ac*,9ba)- 
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307  C20H25N3  55320-33-7 

l/f-Carbazole-4-carbonitrile,  2-[2-(dimethylamino)ethyl]-3- 
ethyl-2,3,4,9-tetrahydro-l-methylene- 

CH2 


CN 


307  C23H17N  580-35-8 

Pyridine,  2,4,6-triphenyl- 


Ph 


308  CeHsFelOs  12189-10-5 

Iron,  tricarbonyliodo(r;3-2-propenyl)- 


308  CroHsFsFeCL  12211-99-3 

Iron,  dicarbonyl-7r-cyclopentadienyl(pentafluoropropenyl)- 


1 1 ll 

L_l_ j III 1,1  ill 

L 

90  100  110  120  130  140  150 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


308 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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308  CnH2oS4Si  57304-97-9 

Silane,  (9,10-dimethyl-2,4,6,8-tetrathiatricyclo[3.3.1.13-7]dec-l- 
yDtrimethyl- 


308  C12H9IN2  6639-27-6 

Diazene,  (4-iodophenyl)phenyl- 


308  C12H9N2O6P  18593-20-9 

Phosphinic  acid,  bis(m-nitrophenyl)- 


0 


N02 

NO2 

. . p ,.l  .1 

! 1.  .1.  I|l  , 
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■ .11  ■ 
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308  C12H16N6O4  21299-78-5 

Adenosine,  3'-(acetylamino)-3'-deoxy- 


AcNH  OH 


; j 
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308  C12H18F6O2  38363-94-9 

1,3-Dioxolane,  4-ethyl-5-pentyl-2,2-bis(trifluoromethyl)-,  trans- 


( CH2  ) 4 Me 


F3C 
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308 


308  C12H18M0O3  55638-36-3 

Molybdenum-96Mo,  tris[(0,2,3,4-rj)-3-buten-2-one]- 


1 

Me 


308  Ci2H2oFe02Si2  53433-61-7 

Iron,  dicarbonyl(??5-2,4-cyclopentadien-l-yl) (pentamethyldisilanyl)- 


H 


OC  _Si  Me  2 SiMe3 


308  Ci2H3203Si3  6787-10-6 

3,7-Dioxa-2,8-disilanonane,  2,2,8,8-tetramethyl-5-[(trimethyl= 
silyl)oxy]~ 

OSi  Me3 
I 

Me3  S i OCH2  CHCH2  OS  i Me 3 


308  Ci3H7F3Fe02  32759-06-1 

Iron,  dicarbonyl(775-2,4-cyclopentadien-l-yl)(2,3,6-trifluorophenyl)- 


308  Ci3H2806Si  52430—36—1 

a-D-Glucopyranoside,  methyl  3,4,6-tri-0-methyl-2-0-(tri= 
methylsilyl)- 


OTMS 


308 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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308  Ci3H280eSi  52430-37-2 

a-D-Glucopyranoside,  methyl  2,3,4-tri-0-methyl-6-0-(tri  = 
methylsilyl)- 


OMe 


308  CisFLsOeSi  55028-67-6 

/3-D-Glucopyranoside,  methyl  2,3,6-tri-0-methyl-4-0-(tri= 
methylsilyl)- 


OMe 


308  Ci3H29BrOSi  26306-02-5 

Silane,  [(10-bromodecyl)oxy]trimethyl- 

Br  ( CH2  )i  0 OSi  Me3 


308  C14H12O8  479-66-3 

l//,3H-Pyrano[4,3-6][l]benzopyran-9-carboxylic  acid,  4,10— di= 
hydro-3, 7, 8-trihydroxy-3-methyl-10-oxo- 


HO2C  0 


308  C14H16N2O6 

Fumaric  acid,  (p-nitroanilino)-,  diethyl  ester 


C(O)  oe t 
1 

NHC  = CHC(0)  OE  t 


29954-03-8 


308  C15H12N6O2  29366-82-3 

s-Triazine,  2,4-diamino-6-(2'-nitro-2-biphenylyl)- 
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308 


308  C15H12N6O2  55570-90-6 

l,3,5-Triazine-2, 4-diamine,  6-(3'-nitro[l,l'-biphenyl]yl)- 


h2n 


308  C15H12N6O2  55638-40-9 

1, 3, 5-Triazine-2, 4-diamine,  6-(4'-nitro[l,l'-biphenyl]yl)- 


h2n 


308  C15H14CI2N2O  54965-09-2 

Urea,  N-(2-chloro-3-methylphenyl)-W-(3-chloro-2-methyl= 
phenyl)- 


Cl  Me 


308  C15H14CI2N2O  54965-10-5 

Urea,  N,iV'-bis(3-chloro-2-methylphenyl)- 


ci  ci 


308  C15H14CI2N2O 

Urea,  iVv/Vl-bis(2-chloro-6-methylphenyl)- 


54965-11-6 


aNHCONH 

r, 
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308 
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308  C15H14CI2N2O  54965-12-7 

Urea,  iV,./V'-bis(5-chloro-2-methylphenyl)- 


Me  Me 


Cl  Cl 


308  Ci5H24N203Si  55649-44-0 

2,4,6(17/,3//,5H)-Pyrimidinetrione,  5-(l-cyclohexen-l-yl)-l,5- 
dimethyl-3-(trimethylsilyl)- 


0 


1 

S i Me  3 


308  Ci5H2403Si2  10517-30-3 

Cinnamic  acid,  p-(trimethylsiloxy)-,  trimethylsilyl  ester 

CH : CHC(  0)  OSi  Me3 


308  CisHieO?  32251-45-9 

l,5-Methanobenzo[l,2-c:3,4-c']difuran-4-carboxyIic  acid,  deca= 
hydro-1, 5-dimethyl-3, 6, 8-trioxo-,  methyl  ester 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


308  Ci5H2403Si2  32342-01-1 

Cinnamic  acid,  m-(trimethylsiloxy)-,  trimethylsilyl  ester 


OS  i Me  3 
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308  Ci5H2403Si2  32426-62-3 

Cinnamic  acid,  o-(trimethylsiloxy)-,  trimethylsilyl  ester 


aCH  = CHC(  0)  OS  i Me 3 
OSIM63 
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308  Ci6Hi2Fe03  12216-33-0 

Iron,  dicarbonyl(??5-2,4-cyclopentadien-l-yl)(l-oxo-3-phenyl- 
2-propenyl)- 


-C(0)CH=CHPh 


I,  ,1 

, III 

liJ 

L L 
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308  C16H12N4O3  27807-97-2 

3H-Pyrazol-3-one,  2,4-dihydro-5-methyl-4-[(4-nitrophenyl) = 
imino]  -2-phenyl- 


Me 


308  C16H14CI2O2  2132-70-9 

Benzene,  1 , l'-(dichloroethenylidene)bis  [4-methoxy- 


CCI  2 


308  C17H24O3S  54965-15-0 

3-Cyclohexeneethanol,  /3,4-dimethyl-,  4-methylbenzenesulfonate 
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2-Cyclopenten-l-one,  4-acetyl-3,4-dihydroxy-5-(3-methyl-2- 
butenyl)-2-(3-methyl-l-oxobutyl)- 
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2,4-Imidazolidinedione,  1 ,3-diethyl-5,5-diphenyl- 
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Aspidofractinine-3,8-dione,  (2a, 5a)- 
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Aspidofractinine,  6,7-didehydro-17-methoxy- 
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Acetamide,  N-[2-(3-ethyl-l-methyl-9H-carbazol-2-yl)ethyl]- 
2V-methyl- 
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2,20-Cycloaspidospermidine-3-methanol,  6,7-didehydro-,  (3/3,= 
5a,  12/3, 19a,  20R)- 
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H2  C = CHCMe  ( OH ) CH2  CH2 
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lH-Naphtho[2,l-fe]pyran-3-ethanol,  dodecahydro-3,4a,7,7,10a- 
pentamethyl- 
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0.  .0(  CH2  ) 1 1 C:CE  1 
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9,12,15-Octadecatrienal,  dimethyl  acetal 

( Me 0)  2 CH  ( CH2  ) 7 CH  = CHCH2  CH  = CHCH2  CH  = CHE  I 
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1-Hexadecanone,  1-cyclopentyl- 
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C(0)(CH?)14Me 
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Hydrocinnamic  acid,  o-[(l,2,3,4-tetrahydro-2-naphthyl)methyl]-, 
methyl  ester 


Me 0C( 0) CH2CH2 
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Pregna-l,4,7,16-tetraene-3,20-dione 
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308  C21H40O  56248-01-2 

1-Hexadecanone,  1-cyclopentyl- 
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Pyridine,  3,3'-(la,2,7,7a-tetrahydro-l,2,7-metheno-lH-cyclo:= 
propa[6]naphthalene-l,8-diyl)bis- 
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308  C22H28O  29549-18-6 

2-Butanone,  l-(4-£ert-butyl-2,6-xylyl)-3-phenyl- 
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Cobalt,  di-/u-chlorotetranitrosyldi- 
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1-Butanesulfinyl  isocyanate,  1,1,2,2,3,3,4,4,4-nonafluoro- 
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Salicylic  acid,  5-iodo-3-nitro- 
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309  C9H15N397S  24905-23-5 

Arabinopyranoside,  methyl  4-azido-4-deoxy-,  3-acetate  2- 
methanesulfonate,  /3-L- 
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309  CiiH28N03PSi2  55108-64-0 

Phosphonic  acid,  [l-[(l-methylethylidene)amino]ethyl]-,  bis= 
(trimethylsilyl)  ester 

OS  i Me  3 
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Me2  C : NCHMe  POS i Me 3 
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309  CiiH28N03PSi2  55108-71-9 

Phosphonic  acid,  [2-[(l-methylethylidene)amino]ethyl]-,  bis= 
(trimethylsilyl)  ester 

OS  i Me  3 
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Me2  C = NCH2  CH2  POS  i Me 3 
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Thymidine,  5'-azido-5'-deoxy-,  3'-acetate 


Me 


309  C13H9CI2N3S  23648-89-7 

Thiocyanic  acid,  4-amino-2-chloro-5-[(4-chlorophenyl)  = 
amino]phenyl  ester 
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309  CisHigNOe  54965-13-8 

Acetamide,  Ar-[2-(acetyloxy)-2-[4-(acetyloxy)-3-methoxy= 
phenyl]ethyl]- 

OAc 
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L-Phenylalanine,  N-(trimethylsilyl)-,  trimethylsilyl  ester 

NHSi Me3 
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Me3  S i OC(  0)  CHCH2  Ph 
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Cyclopropanecarbonitrile,  l,2-bis(p-nitrophenyl)- 
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Benzenesulfonyl  azide,  2,4,6-tris(l-methylethyl)- 
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Silanamine,  N,l,l,l-tetramethyl-N-[l-methyl-2-phenyl-2- 
[(trimethylsilyl)oxy]ethyl]-,  [S-(/?*, R*)]- 

Me 3 S i NMe CHMe  CHPh  OS i Me 3 
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l,4-Methano-2.H-cyclopent[<i]oxepin-2,5(4/f)-dione,  6-[(di= 
methylamino)methyl]hexahydro-8a-hydroxy-5a-methyl-9- 
(1-methylethyl)-,  [lR-(la,4a,5aa,6/3,8aa:,9S*)]- 


Me 
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Phosphinothioic  amide,  N,P,P-tnpheny\- 

PhNHPPh2  =S 


309  C19H19NO3  17014-70-9 

7H-Pyrano[2,3-c]acridin-7-one,  l,2,3,12-tetrahydro-6-hydr= 
oxy-3,3,12-trimethyl- 
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[l,l'-Bicyclohexyl]-l-carboxylic  acid,  2-(diethylamino)ethyl  ester 
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1-Propanone,  3-(4-hydroxy-4-phenyl-l-piperidinyl)-l-phenyl- 
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9-Octadecenamide,  A^,N-dimethyl- 

M6  2NCO( CH2 )7  CH  = CH( CH2  )7  Me 
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3-Heptanone,  6-(dimethylamino)-4,4-diphenyl- 
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Pyrrole,  l-benzyl-2,4-diphenyl- 
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Sulfur(l+),  chlorodifluorooxo-,  (T-4)-,  hexafluoroarsenate(l-) 
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Cl  Hg  CH2  CH2  OE  t 


310  CvHiePb  1762-28-3 

Plumbane,  triethylmethyl- 
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Phenoxarsine,  2-chloro-10-hydroxy-,  10-oxide 
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l,l'-Biphenyl,  4,4'-dibromo- 
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310  C12H27FS11 

Stannane,  fluorotriisobutyl- 

FSn (Bu- i ) 3 
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310  C13H14N2O7  28309-53-7 

6/f-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one,  3-(acetyl= 
oxy)-2-[(acetyloxy)methyl]-2,3,3a,9a-tetrahydro-,  [2R-{2a,~ 
3/3,3a/J,9a0)]- 
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310  Ci4Hi8N206  38642-35-2 

Propanoic  acid,  2,2-dimethyl-,  2,3,3a,9a-tetrahydro-2-(hydrox=: 
ymethyl)-6-oxo-67f-furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-3-yl 
ester,  [2R-(2a,3/3,3aj3,9ad)]- 


0C(0)CMe* 


310  Ci3Hi5BrN202  28740-56-9 

A2-l,3,4-Oxadiazolin-5-one,  4-(p-bromophenyl)-2-pentyl- 
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-N 


Me  ( CH2  ) 4 
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310  C14H18N2O6  40732-65-8 

Propanoic  acid,  2,2-dimethyl-,  (2,3,3a,9a-tetrahydro-3-hydr= 
oxy-6-oxo-6//-furo  [ 2'  ,3'  :4,5  ] oxazolo[3,2-a  ] pyr  im  idin-2-yl)  methyl 
ester,  [2/?-(2a,3/3,3a/3,9ad)]- 


310  Ci4H2204Si2  2078-22-0 

1,2-Benzenedicarboxylic  acid,  bis(trimethylsilyl)  ester 


C(  O)  OSi  Me3 

,C(  0)  OS  i Me3 


310  Ci4H2204Si2  4147-84-6 

1,4-Benzenedicarboxylic  acid,  bis(trimethylsilyl)  ester 


MeaSi  OC(  0) 


C(  0)  OSi  Me3 
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310  Ci5H22N2Se  22037-12-3 

Selenocyanic  acid,  p-(dibutylamino)phenyl  ester 

( CH2  ) 3 Me 


NCSe 


310  Ci5H2205Si  27798-72-7 

Cinnamic  acid,  3,5-dimethoxy-4-(trimethylsiloxy)-,  methyl  ester 


MeOVs^svv^CH:CHC(  0)  OMe 
Me3Si 
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310  Ci5H2603Si2  27750-45-4  310  CistLeChSh  55887-87-1 

Hydrocinnamic  acid,  a-(trimethylsiloxy)-,  trimethylsilyl  ester  Benzenepropanoic  acid,  3-[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 


OSi  Me3 
I 

Me3  S i OC( 0) CHCH2  Ph 


310  CisHasOsSh  27750-62-5 

Hydrocinnamic  acid,  p-(trimethylsiloxy)-,  trimethylsilyl  ester 


Me 3 S i 0 


CH2  CH2  C(  0)  OS  i Me3 


310  C15H26O3S12  55724-93-1 

1-Propanone,  l-[2,4-bis[(trimethylsilyl)oxy]phenyl]- 
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310  C16H16CI2O2  7388-31-0 

Benzene,  l,l'-(2,2-dichloroethylidene)bis[2-methoxy- 


CHCI  2 


310  Ci7Hi8Fe02  38548-79-7 

Ferrocene,  l,l'-diacetyl-2,3'-(l,3-propanediyl)-,  stereoisomer 
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310  CnHi8Fe02  41558-91-2 

Ferrocene,  l,l'-diacetyl-2,2'-(l,3-propanediyl)- 


Ac 

I 


Ac 


310  CnHisFeCh  41558-92-3 

Ferrocene,  l,l'-diacetyl-3,3'-(l,3-propanediyl)- 


310  Ci7Hi8Fe02  41558-93-4 

F errocene,  1 ,2-diacetyl-l'  ,4-(  1 ,3-propanediyl)- 


310  Ci8Hi4OS2  38489-98-4 

2-Propanone,  l-phenyl-l-(5-phenyl-3i/-l,2-dithiol-3-ylidene)- 


"fV‘ 
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310  C18H32O5  11023-53-3 

Oxacyclooctadec-3-en-2-one,  5,6,7-trihydroxy-18-methyl- 
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310  C18H35BO3  31747-99-6 

Tetradecanoic  acid,  2-hydroxy-,  monoanhydride  with  l-buta^ 
neboronic  acid,  cyclic  ester 


^(CH2)3Me 
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310  C19H22N2S  60-89-9 

10H-Phenothiazine,  10-[(l-methyl-3-piperidinyl)methyl]- 
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310  C20H26N2O  2122-34-1 

Aspidofractinine,  17-methoxy- 


MeO 


310  C20H26N2O  2656-44-2 

Aspidofractinine-3-methanol,  (2a, 3/3, 5a)- 


CH2OH 
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310  C20H26N2O  2912-26-7 

Aspidospermidine,  l,2-didehydro-17-methoxy- 
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310  C20H26N2O  23173-24-2 

Eburnamenine-14-methanol,  14,15-dihydro-,  (3a,  14a,  16a)- 


HOCH2  Et 


OX" 
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Aspidofractinine,  6-methoxy-,  (6/3)— 
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Aspidofractinin-6-ol,  1-methyl-,  (6/3)— 
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Eburnamenine-14-methanol,  14,15-dihydro-,  (3a,  14/3, 16a)- 


HOCH2  Et 
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310  C20H26N2O  56142-96-2 

Ajmalan-17-ol,  (2a,17i?)- 


Me 


310  C20H38O2  111-62-6 

9-Octadecenoic  acid  (Z)-,  ethyl  ester 

Me  ( CH2  ) 7 CH  = CH  ( CH2  ) 7 C(  0)  OE  t 
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Octadecanoic  acid,  ethenyl  ester 

H2C  = CH0C(0)  ( CH2  ) 1 6 Me 
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310  C20H38O2  1599-51-5 

9,12-Octadecadienal,  dimethyl  acetal 

( Me O)  2 CH  ( CH2  ) 7 CH  : CHCH2  CH  = CH  ( CH2  ) 4 Me 


310  C20H38O2  3971-54-8 

Cyclopropaneoctanoic  acid,  2-octyl-,  methyl  ester,  cis- 


Me ( CH2  ) 7 ( CH2  )7  C(  O)  OMe 


310  C20H38O2  5135-07-9 

Cyclopropaneoctanoic  acid,  2-octyl-,  methyl  ester,  trans- 


Me  ( CH2  ) 7 ( CH 2 ) 7 C ( O ) OMe 
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310  C20H38O2  5965-63-9 

Cyclopropanedecanoic  acid,  2-hexyl-,  methyl  ester 


Me ( CH2  ) 5 ( CH2  ) 9 C(  0)  OMe 


310  C20H38O2  10152-62-2 

Cyclopropaneoctanoic  acid,  2-octyl-,  methyl  ester 


Me ( CH2 ) 7 ( CH2 ) 7 C(  O)  OMe 


310  C20H38O2  10406-55-0 

Cyclopropanepentanoic  acid,  2-undecyl-,  methyl  ester 


Me  ( CH2  ) 1 0 ( CH2  ) 4 C(  O)  OMe 


310  C20H38O2  17367-08-7 

Ethanol,  2-(9,12-octadecadienyloxy)-,  (Z,Z)~ 

Me(  CH2  )4  CH  = CHCH2CH  = CH(  CH2  )8  OCH2CH2  OH 


310  C20H38O2  42199-20-2 

Cyclopropanepentanoic  acid,  2-undecyl-,  methyl  ester,  trans- 


Me ( CH2 ) 1 0 ( CH2  )4  C(  O)  OMe 


310  C20H38O2  56599-83-8 

10-Nonadecenoic  acid,  methyl  ester 

Me  ( CH2  ) 7 CH  = CH  ( CH2  ) e C(  O)  OMe 
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310  C20H38O2  57397-30-5 

1-Naphthalenepropanol,  a-ethyldecahydro^-hydroxy-a^^,^ 
5,8a-pentamethyl-,  [lS-[la(R*),2a,4a,4a/3>8aa]]- 


Me  1 Me 
EtCMe(OH)  CH2CH2 


310  C21H26O2  72-33-3 

19-Norpregna-l,3,5(10)-trien-20-yn-17-ol,  3-methoxy-,  (17a)- 
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310  C2iH14N20  54964-80-6 

2//-Inden-2-one,  3-diazo-l,3-dihydro-l,l-diphenyl- 
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Benzo[/]quinoline-2-carbonitrile,  1 -benzoyl-1, 2-dihydro- 
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310  C21H26O2  521-35-7 

6H-Dibenzo[fe,d]pyran-l-ol,  6,6,9-trimethyl-3-pentyl- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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310  C21H26O2  4192-93-2 

Pregna-1 ,4,6-triene-3,20-dione 


310  C21H30N2  55162-76-0 

Aspidospermidine,  1-ethyl- 


1 

Et 


310  C21H30N2  56053-38-4 

2,20-Cyclo-8,9-secoaspidospermidine,  3,9-dimethyl-,  (2a, 3/3,= 
5a,  12/3, 19a, 207?)- 


L—j. 
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1 1-Heneicosanone 

Me  ( CH2  ) 9 CO(  CH2  ) 9 Me 
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[1,1' -Biphenyl] ol,  ar-methyl-2',4',6'-tris(l-methylethyl)- 
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HO  i-Pr 
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Docosane 

Me ( CH2 ) 2 0 Me 


i,  ... 

l.l  -J 

-ill 1.  ■ 

.1  1. 

10  20  30  40  50  6 

0 70  80  90  100  110  1 

20  130  140  150 

8 J L 

— r— — 1 p™ 1 “r* 1 1 1 r“  • 1 1 1 1 1 1— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


2344 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


310 


311  C9H13NOS5  57289-33-5 

2,4,6)8,9-Pentathiatricyclo[3.3.1.13’7]decane-l-carboxamide,  3,= 
5,7-trimethyl- 


Me 


Me 


311  C10H26NO4PSi2  55108-82-2 

Phosphonic  acid,  [l-(acetylamino)ethyl]-,  bis(trimethylsilyl)  ester 

OSi M63 
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Ac  NHCHMe  P OS  i Me  3 
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311  CioH26N04PSi2  55108-88-8 

Phosphonic  acid,  [2-(acetylamino)ethyl]-,  bis(trimethylsilyl)  ester 

OS  i Me 3 

I 

AcNHCH2  CH2  POS  i Me  3 

II 
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3 1 1 CiiH3oN03PSi2  53044-32-9 

Phosphonic  acid,  (1-aminopentyl)-,  bis(trimethylsilyl)  ester 

OS  i Me  3 

I 

Me ( CH2 ) 3 CH( NH2 ) POS i Me 3 

II 
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311  Ci2HioBrN04  25314-99-2 

Naphthalene,  l-bromo-2,6-dimethoxy-5-nitro- 


NO2 


311 
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311  C12H17F3N.Br  26536-36-7 

Benzeneethanaminium,  N,N,./V-trimethyl-4-(trifluoromethyl)-, 
bromide 


•Br" 
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311  C12H17N5O3S  40031-68-3 

D-Xylitol,  l-C-(6-amino-9H-purin-9-yl)-2,5-anhydro-l-S- 
ethyl-l-thio- 
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311  C12H17N5O5  2140-67-2 

Guanosine,  N,iV-dimethyl- 


Me2N 


hoch2 
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311  C12H25NO4S2  3509-33-9 

Idose,  3-acetamido-3,6-dideoxy-,  diethyl  mercaptal,  L- 

CH(  OH)  CH(  SEt  ) 2 
MeCH(  OH)  CH(  OH)  CHNHAc 


311  Ci4Hi7N02Se  1148-13-6 

Butyric  acid,  4-[(2-indol-3-ylethyl)selenyl]- 


‘CH2CH2  Se(  CH2  )3C02H 
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311  CuHnNOsS  50267-34-0 

2-Oxa-6-azatricyclo[3.3.1.13'7]decane-4,8-diol,  6-(phenylsulfonyl)-, 
(la,  3/3, 4/3, 5a, 7/?, 8a)- 


Ph  SO2 


311  C14H21N3O5  55702-39-1 

1-Butanol,  2-[[4-(l,l-dimethylethyl)-2,6-dinitrophenyl]amino]- 


311  C14H21N3O5  55702-40-4 

2-Butanol,  2-[  [4-(  1 , l-dimethylethyl)-2,6-dinitrophenyl]  amino]- 


NO2 


jQ c 


NHCEt ( OH) Me 
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311  C14H24F3NO3  56051-55-9 

Octanoic  acid,  2-[(trifluoroacetyl)amino]-,  butyl  ester 

( CH2 ) 5 Me 

Me  ( CH2 ) 3 OC(  0) CHNHCOCF 3 


311  C14H24F3NO3  57983-55-8 

L-Leucine,  iV-(trifluoroacetyl)-,  1-methylpentyl  ester 

CH2  CHM62 
I 

Me  ( CH2 ) 3 CHMe OC( O) CHNHCOCF  3 


311  Ci4H25N03Si2  57397-09-8 

Benzoic  acid,  2-[(trimethylsilyl)amino]-3-[(trimethylsilyl)oxy]-, 
methyl  ester 


^r\.C(0)OMe 

VS5V^V'NHSiMe3 
OS i Me 3 


311 
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311  Ci5H29N02Si2  55887-47-3 

Silanamine,  N-[2-[2-methoxy-4-[(trimethylsilyl)oxy]phenyl]  = 
ethyl]-l,l,l-trimethyl- 


Me  3 S i 


311  CisHnNCL  56196-57-7 

Spiro[l,3~dioxolo[4,5-g]isoqumolme-5(6£f),2'-[2/f]mdene]-l',3'-diol, 

1 ' ,3'  ,7 ,8-tetrahydro- 
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311  C19H21NO3  62-67-9 

Morphinan-3,6-diol,  7,8-didehydro-4,5-epoxy-17-(2-propenyl)-, 
(5a, 6a)- 
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311  C19H21NO3  115-37-7 

Morphinan,  6,7,8, 14-tetradehydro-4,5-epoxy-3,6-dimethoxy- 
17-methyl-,  (5a)- 


OMe 
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311  C20H13N3O  29924-57-0 

l,7-Phenanthroline-8-carbonitrile,  7-benzoyl-7,8~dihydro- 


PhCO 


311  C20H41NO  36379-39-2 

2-Nonadecanone,  O-methyloxime 

Me  ON : CMe  ( CH2  ) 1 e Me 
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311  C21H17N3  33471-66-8 

1H-1, 2, 3-Triazole,  4,5-diphenyl-l-(phenylmethyl)- 

Ph 
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311  C21H45N  2411-36-1 

1-Heptanamine,  N ,N-dihepty\- 

( CH2  ) 6 Me 

Me  ( CH2  ) 6 N(  CH2  ) e Me 


312  CH2F10N2OS2  55683-04-0 

Sulfur,  decafluoro[/Lt- [ureato(2-)-iV:iV' ] ]di- 

F5SNHCONHSF5 


312  C7H4F3O4RI1  18517-13-0 

Rhodium,  dicarbonyl(l,l,l-trifluoro-2,4-pentanedionato-0,0')-, 
(SP-4-3)- 


F3C 
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312  C8H2C02O6  12553-66-1 

Cobalt,  hexacarbonyl(ethyne)di- 


[co2(C0)6(HC=CH)] 


312  CsH2iN203PSSi2  56051-78-6 

Phosphonic  acid,  [(carbonothioylhydrazino)methyl]-,  bis(tri~ 
methylsilyl)  ester 


SCNNHCH2  POS i Me 3 
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312  C9H12O2S5  57274-34-7 

2,4,6,8,9-Pentathiatricyclo[3.3.1.13'7]decane-l-carboxylic  acid, 
3,5,7-trimethyl- 


Me 


CO2H 
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312  C12H7ASCI2O  27796-60-7 

Phenoxarsine,  2,10-dichloro- 


ci 

1 


312  Ci2H9Br05  30113-86-1 

4//-l-Benzopyran-2-carboxylic  acid,  8-bromo-7-hydroxy-4-oxo-, 
ethyl  ester 


o 
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312  C12H9F5O4  55683-22-2 

Benzeneacetic  acid,  4-(2,2,3,3,3-pentafluoro-l-oxopropoxy)-,  methyl 
ester 

CH2  C(  0)  OMe 


F3CCF2C(0)0' 


312  C13H13O.I 

Pyrylium,  2,4-dimethyl-6-phenyl-,  iodide 


Ph  0 -Me 


32339-28-9 
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Pyrylium,  2,6-dimethyl-4-phenyl-,  iodide 
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312  C12H24O5S2  56701-10-1 

Mannose,  4,6-O-ethylidene-,  diethyl  mercaptal 


H H OH  OH 


Me  0 Me 


CHo — C — C — C — C — CH(SEt)? 

I I I I I 

0.  OH.O  I I 


1 

1 li  i ii  1 

i , 1 lii|l 

10  20 

30  40 

50  60 

70  80  90  100  110  120  130  140  150 
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Galactose,  5,6-O-ethylidene-,  diethyl  mercaptal 

0 CH(  OH)  CH(  OH)  CH(  OH)  CH(  SEt  ) 2 


312  C13H13S2.Br  55836-85-6 

1,2-Benzodithiol-l-ium,  4,5,6,7-tetrahydro-3-phenyl-,  bromide 
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312  Ci3H2oN205Si  41547-76-6 

3,6-Epoxy-2if,8//-pyrimido[6,l-5][l,3]oxazocine-8,10(9/f)-dione, 
3,4,5,6-tetrahydro-ll-methyl-4-[(trimethylsilyl)oxy]-,  [3 R- 
(3a, 4/3, 6a)]- 
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312  CuHieOs  18127-93-0 

Mandelic  acid,  4-hydroxy-2,6-dimethoxy-,  diacetate 
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CH(  CO2H)  OAc 
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312  C14H17I 

Bicyclo[2.2.2]octane,  l-iodo-4-phenyl- 


55044-15-0 


312  Ci4H2iN204P  33895-62-4 

Phosphonic  acid,  [3-(aminocarbonyl)-2-(4-methylphenyl)-2- 
aziridinyl]-,  diethyl  ester 


312  Ci4H2404Si2  2078-15-1 

m-Anisic  acid,  4-(trimethylsiloxy)-,  trimethylsilyl  ester 
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312  Ci4H2404Si2  27798-54-5  ™ 

Benzoic  acid,  2,3-bis(trimethylsiloxy)-,  methyl  ester 

C(  O)  OMe  40 
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312  Ci4H2404Si2  27798-55-6 

Benzoic  acid,  2,4-bis(trimethylsiloxy)-,  methyl  ester 


MeaSi 


312  Ci4H2404Si2  27798-56-7 

Benzoic  acid,  2,5-bis(trimethylsiloxy)-,  methyl  ester 


OS i Me 3 


OS  i Me  3 


312  Ci4H2404Si2  27798-57-8 

Benzoic  acid,  2,6-bis(trimethylsiloxy)-,  methyl  ester 


OS i Me  3 


312  Ci4H2404Si2  27798-58-9 

Benzoic  acid,  3,4-bis(trimethylsiloxy)-,  methyl  ester 


C(  O)  OMe 


312  Ci4H2404Si2  27798-59-0 

Benzoic  acid,  3,5-bis(trimethylsiloxy)-,  methyl  ester 


OS i Me 3 
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312  C14H24S11 

Stannane,  trimethyl  (p-neopentylphenyl)- 


19962-39-1 


312  C15H20O5S  23511-05-9 

l,4-Dioxaspiro[4.5]decan-8-ol,  p-toluenesulfonate 


~oo 


312  Ci5H28N203Si  51209-90-6 

2,4,6(lH,3H,5//)-Pyrimidinetrione,  l-butyl-S.S-diethyl-S-Rri^ 
methylsilyl)- 


0 

Me  3 S i II  (CH2)3Me 


Et 


312  Ci5H28N203Si  51209-92-8 

2,4,6(lH,3//,5H)-Pyrimidinetrione,  5,5-diethyl-l-(2-methyl= 
propyl)-3-(trimethylsilyl)- 
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Si  Mes 
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2,4,6(l//,3/f,5//)-Pyrimidinetrione,  5,5-diethyl-l-(  1-methyl = 
propyl)-3-(trimethylsilyl)- 
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312  C17H12S3  14905-03-4 

[l,2]Dithiolo[l,5-fc][l,2]dithiole-7-SIV,  2,4-diphenyl- 


,S.  ^,Ph 

s 
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312  Ci5H2803Si2  56728-06-4 

Silane,  [2-methoxy-4-[2-[(trimethylsilyl)oxy]ethyl]phenoxy]  = 
trimethyl- 

CHj  CH2  OS i Mes 


312  C17H12S3  38443-38-8 

[1, 2]Dithiolo[l, 5-5] [l,2]dithiole- 7-SIV,  2,3-diphenyl- 


f I T 
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[ 1 ,2] Dithiolo [ 1,5—6]  [ 1 ,2]  dithiole— 7— SIV,  2,5-diphenyl- 


VyY 
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312  C17H13CIN2O2  32702-08-2 

lH-Pyrazole-4-acetic  acid,  5-(4-chlorophenyl)-l-phenyl- 
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312  C17H13CIN2O2  53808-88-1 

lH-Pyrazole-4-acetic  acid,  3-(4-chlorophenyl)-l-phenyl- 


Ph 


312  C17H16N2S2  2032-17-9 

4/f-Imidazole,  2,5-bis(methylthio)-4,4-diphenyl- 

MeS 
Ph  Ph 


312  C17H16N2S2  16116-39-5 

2//-Imidazole-2-thione,  l,5-dihydro-l-methyl-4-(methylthio)- 
5,5-diphenyl- 


312  C17H16N2S2  16116-40-8 

2,4-Imidazolidinedithione,  l,3-dimethyl-5,5-diphenyl- 


Me 
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312  C17H16N2S2  22544-78-1 

4/f-Imidazole-4-thione,  3,5-dihydro-3-methyl-2-(methylthio)- 
5,5-diphenyl- 
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312  C17H16N2S2  22544-79-2 

4//-Imidazole-4-thione,  l,5-dihydro-l-methyl-2-(methylthio)- 
5,5-diphenyl- 


Me 


312  CisHieOs  22395-24-0 

4/f-l-Benzopyran-4-one,  2-(3,4_dimethoxyphenyl)-7-methoxy- 
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Boroxin,  triphenyl- 


C18H15B3O3 
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4H-l-Benzopyran-4-one,  5,7-dimethoxy-2-(4-methoxyphenyl)- 
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312  CisHieOs  26964-29-4 

4H-l-Benzopyran-4-one,  3,5,7-trimethoxy-2-phenyl- 
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312  CisHieOs  55044-16-1 

4H-Naphtho[l,2-6]pyran-4-one,  3-acetyl-5,6-dimethoxy-2- 
methyl- 
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312  CisHieOs  55044-17-2 

l//-Naphtho[2,l-6]pyran-l-one,  3-acetyl-7,8-dimethoxy-2- 
methyl- 
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312  C18H20N2O3  7474-31-9 

Benzoic  acid,  4-(dimethylamino)-,  anhydride 


Me2  N 


C(0)0C(0) 
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l,3-Oxathiolan-5-one,  2,2-diethyl-4,4-diphenyl- 
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Et 
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312  C19H20O4  25643-54-3 

2//,8H-Benzo[l,2-5:5,4-6']dipyran-2-one,  5-hydroxy-8,8-di= 
methyl-10-(3-methyl-2-butenyl)- 


CH2CH  = CMb2 


OH 


312  C19H24N2O2  21446-30-0 

Aspidodispermine,  deoxy- 
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312  C19H24N2O2  56192-68-8 

Curan-19,20-diol,  16,17-didehydro-,  (19S)- 


312  C19H36O3  870-10-0 

Octadecanoic  acid,  10-oxo-,  methyl  ester 

MeOC(  0)  ( CH2  ) 8 CO(  CH2  ) 7 Me 
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Oxiranepentanoic  acid,  3-undecyl-,  methyl  ester,  cis- 
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10/i-Phenothiazine-10-ethanamine,  N,N-diethyl-a-methyl- 

CH2  CHMe  NE  t 2 

11 V 
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312  C19H36O3  1842-70-2 

Octadecanoic  acid,  9-oxo-,  methyl  ester 

Me  ( CH2  ) 8 CO(  CH2  ) 7 C(  O)  OMe 
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312  C19H36O3  2380-18-9 

Octadecanoic  acid,  2-oxo-,  methyl  ester 

MeOC(  0)  CO(  CH2  ) 1 5 Me 


312  C19H36O3  2380-19-0 

Octadecanoic  acid,  4-oxo-,  methyl  ester 

Me OC(  0)  CH2  CH2  CO(  CH2  ) 1 3 Me 
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Octadecanoic  acid,  7-oxo-,  methyl  ester 

Me  ( CH2  ) 1 0 CO(  CH2  ) 5 C(  O)  OMe 
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Octadecanoic  acid,  8-oxo-,  methyl  ester 
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Octadecanoic  acid,  6-oxo-,  methyl  ester 
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312  C19H36O3 

Octadecanoic  acid,  13-oxo-,  methyl  ester 


2380-28-1 


312  C19H36O3 

Octadecanoic  acid,  17-oxo-,  methyl  ester 


Me  ( CH2  ) 4 CO(  CH2  ) 1 1 C(  0)  OMe 


Me CO(  CH2  ) i 5 C(  0)  OMe 


2380-32-7 


312  C19H36O3  2380-30-5 

Octadecanoic  acid,  15-oxo-,  methyl  ester 


312  C19H36O3  2500-59-6 

Oxiraneoctanoic  acid,  3-octyl-,  methyl  ester 


MeOC(O)  { CH2  ) 1 3 COP r 
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Octadecanoic  acid,  16-oxo-,  methyl  ester 

MeOC(O)  (CH2)i  4 COE  t 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


..111...  .[. 

„ ul 

ll  . Il  1 

10  20  30  40  SO 

60  70 

80  90  100  110  120  130  140  150 

1 1. 

It 1, ll 

ll  It 1 

1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

: — Jj 

( CH2 ) 7 Me 
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312  C19H36O3  2566-91-8 

Oxiraneoctanoic  acid,  3-octyl-,  methyl  ester,  cts- 

( CH2  ) 7 Me 

( CH2  ) 7 C(  0)  OMe 
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312  C19H36O3  6084-76-0 

Oxiraneoctanoic  acid,  3-octyl-,  methyl  ester,  trans- 


312  C19H36O3  34724-76-0 

2-Furanoctanoic  acid,  5-hexyltetrahydro-,  methyl  ester 


( CH2  ) 7 Me 


( CH2  ) 7 C(  0)  OMe 
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( CH2  ) 7 C(  0)  OMe 


Me ( CH2 ) 5 


312  C19H36O3  6175-11-7 

Oxiranepentanoic  acid,  3-undecyl-,  methyl  ester,  trans- 

( CH2 ) 1 0 Me 


( CH2  ) 4 C(  0)  OMe 


312  C19H36O3  38520-30-8 

Oxiraneundecanoic  acid,  3-pentyl-,  methyl  ester,  cis- 


( CH2  ) 4 Me 


( CH2  ) 1 0 C(  0)  OMe 
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Octadecanoic  acid,  3-oxo-,  methyl  ester 

Me  ( CH2  ) 1 4 COCH2  C(  0)  OMe 


312  C19H36O3  38520-31-9 

Oxiraneundecanoic  acid,  3-pentyl-,  methyl  ester,  trans- 

( CH2  ) 4 Me 
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312  C19H36O3  54725-58-5 

2-Furanpentanoic  acid,  tetrahydro-5-nonyl-,  methyl  ester 


Me ( CH2 ) 8 
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Quino[2,3-6]acridine-7,14-dione,  5,12-dihydro- 
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312  C20H28N2O  1850-31-3 

Indole-2-ethanol,  /3-(  l-ethyl-3-ethylidene-4-piperidyl)-3-methyl- 


CHMe 


312  C20H28N2O  22914-92-7 

Spiro  [cyclohexane-1, 3'-[3H]indole]-2'-carboxamide,  N-tert- 
butyl-4',6'-dimethyl- 


CONHBu-t 
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Octadecanoic  acid,  ethyl  ester 

Me  ( CH2  ) 1 6 C ( O ) OE  t 
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312  C20H40O2  1001-80-5 

Pentadecanoic  acid,  2,6,10,14-tetramethyl-,  methyl  ester 

Me 0C(  0)  CHMe(  CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe2 


312  C20H40O2  1731-94-8 

Nonadecanoic  acid,  methyl  ester 

Me  ( CH2  ) 1 7 C(  0)  OMe 
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312  C20H40O2  2490-15-5 

Octadecanoic  acid,  4-methyl-,  methyl  ester 

MeOC(  O) CH2  CH2  CHMe ( CH2 ) 1 3 Me 
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Octadecanoic  acid,  16-methyl-,  methyl  ester 

MeCH2  CHMe ( CH2 ) 1 4 C( 0)  OMe 
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Octadecanoic  acid,  14-methyl-,  methyl  ester 

Me  ( CH2  ) 3 CHMe  ( CH2  ) 1 2 C(  O)  OMe 
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312  C20H40O2  2490-19-9 

Octadecanoic  acid,  10-methyl-,  methyl  ester 
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Octadecanoic  acid,  2-methyl-,  methyl  ester 


Me  ( CH2  ) 7 CHMe  ( CH2  ) 8 C(  0)  OMe 


MeOC(  0)  CHMe  ( CH2  ) 1 5 Me 
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312  C20H40O2 

Octadecanoic  acid,  8-methyl-,  methyl  ester 


2490-20-2 
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Ethanol,  2-(9-octadecenyloxy)-,  (Z)- 
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Me  ( CH2  ) 7 CH  = CH  ( CH2  ) 6 OCH2  CH2  OH 
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Octadecanoic  acid,  6-methyl-,  methyl  ester 

Me  ( CH2  ) 1 1 CHMe  ( CH2  ) 4 C(  O)  OMe 
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312  C20H40O2  14066-50-3 

Octadecanoic  acid,  9-methyl-,  methyl  ester 

Me  ( CH2  ) 8 CHMe  ( CH2  ) 7 C(  O)  OMe 
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312  C20H40O2 

Olealdehyde,  dimethyl  acetal 


15677-71-1 


312  C20H40O2 

1 ,3-Dioxane,  4-methyl-2-pentadecyl- 


54950-57-1 


Me  ( CH2  )7  CH  = CH(  CH2  ) 7 CH(  OMe  ) 2 


312  C20H40O2  17367—07—6 

Ethanol,  2-(9-octadecenyloxy)-,  (£)- 

Me  ( CH2  ) 7 CH  : CH  ( CH2  ) 8 0CH2  CH2  OH 
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312  C20H40O2  41563-29-5 

1,3-Dioxepane,  2-pentadecyl- 

( CH2  ) 1 4 Me 


312  C20H40O2  55124-95-3 

Hexadecanoic  acid,  2,3,4-trimethyl-,  methyl  ester 

Me OC(  O)  CHMe  CHMe  CHMe  ( CH2  ) 1 1 Me 
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312  C20H40O2  55124-96-4 

Heptadecanoic  acid,  15-ethyl-,  methyl  ester 

E t 2 CH  ( CH2  ) 1 3 C(  O)  OMe 
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312  C20H40O2  55124-97-5 

Octadecanoic  acid,  17-methyl-,  methyl  ester 


312  C20H40O2 

1 ,3-Dioxolane,  4-ethyl-2-pentadecyl- 


56599-60-1 


Me2  CH  ( CH2  ) 1 5 C ( 0 ) OMe 


( CH2 ) 1 4 Me 


312  C20H40O2  55124-98-6 

Octadecanoic  acid,  7-methyl-,  methyl  ester 


Me  ( CH2  ) 1 0 CHMe  ( CH2  ) 5 C(  0)  OMe 


312  C20H40O2  56554-31-5 

Pentadecanoic  acid,  4,6,10,14-tetramethyl-,  methyl  ester 

MeOC(  0)  CH2  CH2  CHMe  CH2  CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe 2 


312  C20H40O2  56599-61-2 

1,3-Dioxolane,  4,5-dimethyl-2-pentadecyl- 


Me 


312  C20H40O2  57274-46-1 

Heptadecanoic  acid,  15-methyl-,  ethyl  ester 

Et  0C(  0)  ( CH2 ) 1 3 CHMe CH2  Me 
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312  C20H40O2  57346-70-0 

Octadecanoic  acid,  2-methyl-,  methyl  ester,  (-)- 

Me  OC(  0)  CHMe  ( CH2  ) 1 5 Me 
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312  C20H40O2  57346-72-2 

Octadecanoic  acid,  7-methyl-,  methyl  ester,  (±)~ 

Me  ( CH2  ) 1 0 CHMe  ( CH2  ) s C(  0)  OMe 
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312  C21H16N2O  17408-40-1 

Ketone,  7-methyl-2-phenylpyrazolo[l,5-a]pyridin-3-yl  phenyl 
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312  C21H28O2 

Pregna-4,16-diene-3,20-dione 
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Pregna-4,6-diene-3,20-dione 
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312  C21H28O2 

Pregna-4,7-diene-3,20-dione 


17398-60-6 
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312  C21H28O2  39707-56-7 

2,5-Cyclohexadiene-l,4-dione,  2-[(decahydro-5,5,8a-trimethyl- 
2-methylene-l-naphthalenyl)methyl]-,  [lS-(la,4a/3,8aa)]- 
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312  C21H28O2  18492-76-7 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,10a-hexahydro-l,4a- 
dimethyl-7-(l-methylethyl)-,  methyl  ester,  [l/?-(la,4ad,10aa)]- 
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312  C21H28O2  39707-59-0 

2,5-Cyclohexadiene-l,4-dione,  2-[(l,4,4a,5,6,7,8,8a-octahydro- 
2,5,5,8a-tetramethyl-l-naphthalenyl)methyl]-,  [lS-(la,4a/3,8aa)]- 
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Phenol,  4,4'-methylenebis[2,3,5,6-tetramethyl- 


29366-04-9 
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312  C21H28O2  40650-59-7 

s-Indacene-l,7-dione,  2,3,5,6-tetrahydro-3,3,5,5-tetramethyl- 
8-(3-methylbutyl)- 


313  C^CLFeNSi  28871-58-1 

Ethylamine,  2-(trichlorosilyl)-iVv/V-bis(trifluoromethyl)- 
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Cl  3 S i CH2CH2NCF3 


313  C9H24N05PSi2  55044-12-7 

Phosphoric  acid,  2-(methoxyimino)ethyl  bis(trimethylsilyl)ester 
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313  C10H14CI2NO2PS  299-85-4 

Phosphoramidothioic  acid,  (1-methylethyl)-,  0-(2,4-dichlorophenyl) 
O-methyl  ester 
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313  C12H18F3NO5  57983-71-8 

L-Threonine,  N-(trifluoroacetyl)-,  1-methylpropyl  ester,  acetate 
(ester) 

C(  0)  OBu  -s 
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F 3 CCONHCHCHMe  OAc 


313  CisHieN.I  1203-83-4 

Quinolinium,  1-butyl-,  iodide 


(CH2)jMe 
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313  Ci3H23N04Si2  55556-83-7 

Glycine,  Ar-(2-furanylcarbonyl)-N-(trimethylsilyl)-,  trimethylsilyl 


CONCH2  C(  0)  OS  i Me3 


313  Ci6Hi2F5N  38771-49-2 

Benzeneethanamine,  a-methyK/V-[(pentafluorophenyl)methylene]- 
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313  Ci6H27N05  303-33-3 

Butanoic  acid,  2-hydroxy-2-(l-methoxyethyl)-3-methyl-,  (2,~ 
3,5,7a-tetrahydro-l-hydroxy-lH-pyrrolizin-7-yl)methyl  ester, 
[lS-[la,7(2jR*,3S*),7aa]]- 

Me2  CH 
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MeCH(  OMe)  C(OH)  C(  0)  OCH2  OH 


313  C17H15NO3S  19673-37-1 

3H-l-Benzazepin-3-one,  l,2-dihydro-l-(p-tolylsulfonyl)- 


Me 
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l,3-Dioxolo[4,5-6]acridin-10(5H)-one,  4,ll-dimethoxy-5-methyl- 
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313  C17H15NO5  568-01-4 

l,3-Dioxolo[4,5-c]acridin-6(ll/f)-one,  4,5-dimethoxy-ll-methyl- 


0 OMe 
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l,3_Dioxolo[4,5-6]acridin-10(5H)-one,  6,ll~dimethoxy-5-methyl- 
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313  C18H19NO4  17014-45-8 

9-Acridanone,  1 -ethoxy-2, 3-dimethoxy-10-methyl- 


0 OEt 
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Me 


313  C18H19NO4  29306-29-4 

Erythrinan-1  l-ol,  l,2,6,7-tetradehydro-3-methoxy-15,16-[me= 
thylenebis(oxy)]-,  (3/3, 11a)- 


313  C18H19NO4  56771-98-3 

7-Isoquinolinol,  2-acetyl- 1,2, 3, 4-tetrahydro-4-(4-hydroxy= 
phenyl)-6-methoxy-,  (S)- 
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313  C19H23NO3  76-58-4 

Morphinan-6-ol,  7,8-didehydro-4,5-epoxy-3-ethoxy-17-methyl-, 
(5a, 6a)- 
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313  C19H23NO3  14910-53-3 

Morphinan-6-one,  7,8-didehydro-3,7-dimethoxy-17-methyl-, 

L-(+)- 
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313  C19H23NO3 

Cherylline,  0,0-dimethyl- 


23367-60-4 


313  C19H23NO3  33792-78-8 

Spiro[7//-benzo[de]quinoline-7,l'-[2]cyclohexen]-4'-one,  1,2,= 
3,8,9,9a-hexahydro-6-hydroxy-5-methoxy-l-methyl-,  (7S- 
trans)- 


313  C19H23NO3  55090-58-9 

llH-Dibenzo[a,g]quinolizin-ll-one,  5,6,8,8a,9,10,13,13a-octa= 
hydro-2, 3-dimethoxy- 
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313  C19H23NO3  55101-91-2 

Morphinan-7-one,  5,6-didehydro-3,6-dimethoxy-17-methyl- 


OMe 


313  C20H15N3O  17370-11-5 

lH-l,2,4-Triazolium,  2, 3-dihydro-3-oxo-l, 4, 5-triphenyl-,  hy= 
droxide,  inner  salt 


Ph 


MTUi I T T T — r I I | ! | 1 1 1 
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313  C19H39NO2  30616-17-2 

Octadecanoic  acid,  6-amino-,  methyl  ester 

Me  ( CH2  ) 1 1 CH(  NH2  ) ( CH2  ) 4 C(  0)  OMe 


313  C19H39NO2  30616-18-3 

Octadecanoic  acid,  12-amino-,  methyl  ester 

Me  ( CH2  ) 5 CH(  NH2  ) ( CH2  ) 1 0 C(  0)  OMe 
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313  C21H15NS  51324-20-0 

Benzo[6]thiophen-2-amine,  3-phenyl-N-(phenvlmethylene)- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


313 


313  C23H23N  3518-10-3 

Benzfc]  acridine,  7,9,1 1-triethyl- 


313  C23H23N  3602-57-1 

Benz[a]acridine,  8,10,12-triethyl- 


314  C5F10S2  24345-54-8 

1,2-Dithiepane,  3,3,4,4,5,5,6,6,7,7-decafluoro- 


F 


314  CeHsClHg  100-56-1 

Mercury,  chlorophenyl- 

Cl HgPh 


314  C6H8Br2N203  27994-76-9 

Hydrouracil,  5,5-dibromo-6-hydroxy-l,3-dimethyl- 

0 


1 

Me 


100 

80 

60 

40 

20 
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314 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2375 


314  C9H12CIO2PS3  953-17-3 

Phosphorodithioic  acid,  S-[[(4-chlorophenyl)thio]methyl]  0,0- 
dimethyl  ester 


OMe 
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20 

O 

100 

80 

60 

40 

20 

0 


314  C9Hi9I02Si  26305-95-3 

Hexanoic  acid,  6-iodo-,  trimethylsilyl  ester 

I ( CH2  ) 5 C(  0)  OS  i Me3 


314  C9H2704PSi3  10497-05-9 

Silanol,  trimethvl-,  phosphate  (3:1) 

OSi  Me3 

I 

Me3  S i OPOSi  Me3 

II 
0 


314  CioHgBr2N2  3138-86-1 

Quinoxaline,  2,3-bis(bromomethyl)- 

CH2Br 


CH2  Br 


314  CgH22Cl2N4Ni  56793-00-1 

Nickel.  [l-chloro-N3-[3-[(l-chloropropyl)amino]propyl]-l,l,3- 
propanetriamine]- 


ci  ci 

I I 

I^NaCH^NHtCHjljNHCHCH^e  Ni 

I 

NHg 
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314  C10H19O7PS  1634-78-2 

Butanedioic  acid,  [(dimethoxvphosphinyl)thio]-,  diethyl  ester 

c(0)oet 

OMe 

I 

E t OC(  0)  CH2  CHSP  OMe 

II 
0 


1 ll  1 1.  1,1  1 llll  (1  1 

llll 

10  20  30  40  50  60  70  80  90  100  110  120 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


314 


314  CiiHi5BrN402  6578-50-3 

Pyrazolo[5,l-c]-as-triazine,  G-acetyl^-lbromomethyll^-eth^ 
oxy-4,6-dihydro-3-methyl- 


CH2  B r 
E t 0 / Ac 

VrS 

N v ^ U 
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314  C11H19S2.CIO4  35610-83-4 

1,2-Dithiol-l-ium,  3,5-bis(l,l-dimethylethyl)-,  perchlorate 


t-Bu 


•CIO," 


314  C12H11F5O4  56700-88-0 

Propanoic  acid,  pentafluoro-,  2-(4-hydroxy-3-methoxyphenyl)ethyl 
ester 


CH2CH20C(0)CF2CF3 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


460  470  480  490  500  510  520  530  540  550  560  570  580  590  600 


314  C12H11IO2 

Naphthalene,  l-iodo-2,6-dimethoxy- 


25315-11-1 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


314  Ci2H22SiSn 

Silane,  trimethyl[4-(trimethylstannyl)phenyl]- 


944-32-1 


314 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2377 


314  C13H9CIFO2PS  55125-05-8 

10i7-Phenothiaphosphine,  7-chloro-2-fluoro-10-methoxy-,  10-oxide 


MeO  0 
\// 


II  II 

'S' 


314  C13H11CIO7  16180-95-3 

Carbonic  acid,  methyl  ester,  diester  with  3,4-dihydroxycinnamoyl 
chloride 


MeOC(  0) 


MeOC(  0)  0 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

314  Ci3H26N203Si2  56145-29-0 

Pyrimidine,  5-(ethoxymethyl)-2,4-bis[(trimethylsilyl)oxy]- 

pSi  Me3 

CH2  OEt 


Me  3 S i O N 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


314  CuHioFeOsS  55125-27-4 

Iron,  (benzenecarbothioato-S)dicarbonyl(775-2,4-cyclopenta= 
dien-l-yl)- 


co 

SC(0)Ph 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


314  C14H18S4 

1,3-Dithiane,  2,2’-(l,2-phenylene)bis- 


26822-27-5 


n 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


314 


314  Ci5H28Ge02  22778-65-0 

Germacyclododecane-6,7-dione,  1,1-diethyl- 
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60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


314  CieHisFeOa  56784-34-0 

Iron,  tricarbonyl[(l,2,3,4-?7)-4a,4b,6,7,8,9,9a,9b-octahydro-5H- 
benzo[3,4]cyclobuta[l,2]cycloheptene]- 


314  Ci6H2606  55905-48-1 

1,2-Cyclohexanedimethanol,  3-(acetyloxy)-l, 2-dimethyl-,  diacetate 


CH2  OAc 


OAc 


314  Ci6H4oA12N2  55902-80-2 

Aluminum,  tetraethylbis[^-(2-methyl-2-propanaminato)]di- 


314  C16H18N4O3  50602-52-3 

Pyrimidine,  2-[4-(l,3-benzodioxol-5-ylmethyl)-l-piperazinyl]-, 
N-  oxide 
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20 
0 
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t_?u  “CHoMe 

I .,/ 

"TT'-' <*2M. 


MeCHj Al—  NH 


Bu_t 

"CH2Me 


314 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2379 


314  C17H14O6  3301-49-3 

4//-l-Benzopyran-4-one,  5-hydroxy-2-(4-hydroxyphenyl)-3,= 
7-dimethoxy- 


314  CnHuOe  4712-12-3 

4/7-l-Benzopyran-4-one , 2-(3,4~diniethoxyphenyl)-5,7-dihydroxy- 


HO  0 


314  CnHuOe  6601-62-3 

4/7-l-Benzopyran-4-one,  5-hydroxy-2-(4-hydroxyphenyl)-6,= 
7-dimethoxy- 


100 
80 
eo 
40 
20 
0 

100 
80 
80 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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314  CnHuOe  7220-81-7 

Cyclopenta[c]furo[3\2':4,5]furo[2,3-/i][l]benzopyran-l,ll-dione, 
2,3,6a,8,9,9a-hexahydro-4-methoxy-,  (6a R-cis)- 


314  CnHuOe  15979-74-5 

9,10-Anthracenedione,  l,3,8-trihydroxy-6-(l-hydroxypropyl)- 


2380 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


314 


314  CnHuOe  32174-62-2 

4H-l-Benzopyran-4-one,  5-hydroxy-2-(3-hydroxy-4-meth= 
oxyphenyl)-7-methoxy- 


HO  0 


314  C17H22N4O2  50387-39-8 

Benzo[g]pteridine-2,4(l//,3//)-dione,  5,10-dihydro-3,7,8,10- 
tetramethyl-5-(  1-methylethyl)- 

0 

Me 

Pr-i  0 


314  C17H22N4O2  55661-25-1 

l//-Benzo[g]pyrrolo[2,l-e]pteridine-4,6(5H,7/f)-dione,  2,3,7a,= 
8-tetrahydro-5,8,10, 1 1-tetramethyl- 


100 
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60 
40 
20 
0 
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314  CnHaiBr  56599-94-1 

8-Heptadecyne,  1-bromo- 

Me  ( CH2  ) 7 C:C(  CH2  )7Br 


314  C18H18O5  23911-60—6 

1,2-Dibenzofurandicarboxylic  acid,  3,9b-dihydro-4,9b-dimethyl-, 
dimethyl  ester 


Me 


314 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2381 


314  CisHisOs  40801-44-3 

1,3-Cyclohexadiene-l-carboxylic  acid,  6-[2-(acetyloxy)phe~ 
nyl]-4,6-dimethyl-5-oxo-,  methyl  ester 

C(  0)  OMe 


AcO 
Me 


314  CisHisOs  52806-41-4 

Methanone,  (3-ethoxy-4-methoxyphenyl)(6-methyl-l,3-benzoc: 
dioxol-5-yl)- 


314  CisHisOs  52828-42-9 

Methanone,  (4-ethoxy-3-methoxyphenyl)(6-methyl-l,3-benzo~ 
dioxol-5-yl)- 


314  C18H22N2OS  61-01-8 

10H-Phenothiazine-10-propanamine,  2-methoxy-N^V-dimethyl- 

(CH2  ) 3 NMe 2 


314  C18H22N2O3  23495-64-9 

Ergoline-8-carboxylic  acid,  10-methoxy-6-methyl-,  methyl  ester, 
(8/3)- 
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2382 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


314 


314  C18H22N2O3  23495-65-0 

Ergoline-8-carboxylic  acid,  10-methoxy-6-methyl-,  methyl  ester, 

(80,10/?)- 


1 

Me 


314  C18H22N2O3  23495-66-1 

Ergoline-8-carboxylic  acid,  10-methoxy-6-methyl-,  methyl  ester, 
(8a)- 
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314  C18H34O4  109-43-3 

Decanedioic  acid,  dibutyl  ester 

Me  ( CH2  ) 3 OC(  0)  ( CH2  ) 8 C(  0)  0(  CH2  ) 3 Me 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


L 
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160  170  180 

1 1 1 1 1 1 1 1 1 ! 1 1 

190  200  210  220  230  240  250  260  270  280  290  300 

C18H34O4 

110-33-8 

Hexanedioic  acid,  dihexyl  ester 

Me  ( CH2  ) 5 OC(  0)  ( CH2  ) 4 C(  0)  0(  CH2  ) 5 Me 
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314  C18H34O4  871-70-5 

Octadecanedioic  acid 
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314  C18H22N2O3  23495-67-2 

Ergoline-8-carboxylic  acid,  10-methoxy-6-methyl-,  methyl  ester, 
(8a,  10/3)- 


1 

Me 


H02C(CH2  )i  6CO2H 
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314 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2383 


314  C18H34O4 

Hexadecanedioic  acid,  dimethyl  ester 


19102-90-0 


314  CigHieCh  22242-71-3 

Naphthalene,  2-(2,2-dichloroethyl)-l-methyl-4-phenyl- 


MeOC(  O)  ( CH2  ) 1 4 C(  0)  OMe 


314  C18H34O4  40630-75-9 

Dodecanoic  acid,  (2,2-dimethyl-l,3-dioxolan-4-yl)methvl  ester 


CH2OC(  0)  ( CH2  ) 1 OMe 


314  C18H34O4  55125-22-9 

Hexanedioic  acid,  bis(l,3-dimethylbutyl)  ester 

Me2CHCH2  CHMe  OC(  0)  ( CH2  ) 4 C(  0)  OCHMe  CH2  CHMe2 
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80 
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314  C19H22O4  3818-99-3 

Ethanone,  l-(5-methoxy-2,2,8,8-tetramethyl-2/7,8//-benzo= 
[l,2-5:5,4-5']dipyran-10-yl)- 


Ac 


OMe 


314  C19H22O4  34874-82-3 

Benzoic  acid,  2-methoxy-3,5,6-trimethyl-4-(phenylmethoxy)-, 
methyl  ester 


100 

60 

60 

40 
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20 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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314  C19H23CIN2  303-49-1 

5H-Dibenz[t>,/]azepine-5-propanamine,  3-chloro-10,ll-di= 
hydro-A^/V-dimethyl- 


(CH2)3NM62 


314  C19H38O3 

Octadecanoic  acid,  7-hydroxy-,  methyl  ester 

Me(  CH2  ) 1 0 CH(  OH)  (CH2  ) s C(  0)  OMe 


2379-96-6 
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160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


314  C19H38O3 

Octadecanoic  acid,  8-hydroxy-,  methyl  ester 

Me  ( CH2  ) 9 CH  ( OH  ) ( CH2  ) 6 C(  O)  OMe 


2379-98-8 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


314  C19H38O3 

Octadecanoic  acid,  12-hydroxy-,  methyl  ester 

Me  ( CH2  ) 6 CH(  OH)  ( CH2  ) 1 0 C(  O)  OMe 


141-23-1 
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314  C19H38O3 

Octadecanoic  acid,  6-hydroxy-,  methyl  ester 

Me  ( CH2  ) 1 1 CH(OH)  ( CH2  ) 4 C(  O)  OMe 


2379-94-4 
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314  C19H38O3 

Octadecanoic  acid,  10-hydroxy-,  methyl  ester 

Me  ( CH2  ) 7 CH  ( OH ) ( CH2  ) 8 C(  O)  OMe 


2380-01-0 
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314  C19H38O3  2380-14-5 

Octadecanoic  acid,  17-hydroxy-,  methyl  ester 


314  C19H38O3  2420-38-4 

Octadecanoic  acid,  4-hydroxy-,  methyl  ester 


MeCH(  OH)  ( CHs  ) 1 5 C(  0)  OMe 


MeOC(  0)  CH2  CHs  CH(  OH)  ( CH2  ) 1 3 Me 


314  C19H38O3  2420-35-1 

Octadecanoic  acid,  2-hydroxy-,  methyl  ester 


314  C19H38O3  2447-53-2 

Octadecanoic  acid,  9-hydroxy-,  methyl  ester 


Me0C(0)CH(0H)  (CHs)isMe 


Me  ( CH2  ) s CH  ( OH ) ( CH2  ) 7 C(  0)  OMe 


314  C19H38O3  2420-36-2 

Octadecanoic  acid,  3-hydroxy-,  methyl  ester 


314  C19H38O3  39692-47-2 

Nonanoic  acid,  9-(nonyloxy)-,  methyl  ester 


Me  ( CH2  ) 1 4 CH(  OH)  CH2C(  0)  OMe 


MeOC(  0)  ( CH2  ) e 0(  CH2  ) e Me 


310  320  330  340  350  360  370  380  300  400  410  420  430  440  480 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


314 


314  Ci9H42OSi  6221-90-5 

Silane,  (hexadecyloxy)trimethyl- 

Me  ( CH2  ) i 5 OS  i Me3 


314  C20H26O3  19794-40-2 

Kaur-16-en-18-oic  acid,  6-hydroxy-7-oxo-,  7-lactone,  (4a, 6a)- 


314  C20H26O3  40072-63-7 

2-Butenoic  acid,  2-methyl-,  4,4a,5,6,7,9-hexahydro-3,4a,5-tri= 
methylnaphtho[2,3-6]furan-4-yl  ester,  [4S-[4a(Z),  4aa,5a]]- 
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60 
60 
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314  C20H26O3  55044-27-4 

Estra-5,7,9-trien-17-one,  3-hydroxy-,  cyclic  1,2-ethanediyl  acetal, 

(30)- 


314  C20H26O3  56816-64-9 

Bicyclo[2.2.1]heptan-2-ol,  3-[(4-methoxyphenyl)methylene]- 
1,7, 7-trimethyl-,  acetate,  exo- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


314 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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314  C20H26O3  57377-89-6 

9,10-Phenanthrenedione,  l,2,3,4,4a,10a-hexahydro-6-hydroxy- 
l,l,4a-trimethyl-7-(l-methylethyl)-,  (4a S-cis)- 


314  C20H42O2  2136-72-3 

Ethanol,  2-(octadecyloxy)- 

HOCH2  CH2  0(  CH2  ) 1 7 Me 


314  C20H42O2  14620-55-4 

Octadecane,  1,1-dimethoxy- 

( MeO)2CH(  CH2  ) 1 6 Me 


314  C21H30O2 

Pregn-4-ene-3,20-dione 


57-83-0 
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314  C21H30O2  339-16-2 

Retinoic  acid,  methyl  ester 

Me 


CH  = CHCMe  =CHCH  = CHCMe  --CHC(  0)  OMe 


Me 


314  C21H30O2  1096-39-5 

Pregn-ll-ene-3,20-dione,  (5/3)- 
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314 


314  C21H30O2  1162-53-4 

Pregna-5,16-dien-20-one,  3-hydroxy-,  (3/3)- 

Me 


314  C21H30O2  1235-74-1 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,9,10,10a-octahydro- 
l,4a-dimethyl-7-(l-methylethyl)-,  methyl  ester,  [lR-(la,= 
4a/3,10aa)]- 


314  C21H30O2  1972-08-3 

6H-Dibenzo[6,d]pyran-l-ol,  6a,7,8,10a-tetrahydro-6,6,9-tri= 
methyl-3-pentyl-,  (6a R-trans)- 


314  C21H30O2  2755-10-4 

Pregn-4-ene-3,20-dione,  (9/3, 10a)- 

Me 


314 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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314  C21H30O2 

Pregn-4-ene-3,6-dione 


3510-11-0 


314  C21H30O2 

Pregn-4-ene-3,20-dione,  (8a,  10a)- 


3795-19-5 
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Pregn-4-ene-3,20-dione,  (10a)- 
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314  C21H30O2 

19-Norpregn-4-ene-3,20-dione,  1-methyl-,  (la)- 
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314  C21H30O2  4183-69-1 

19-Norpregn-4-ene-3,20-dione,  1-methyl-,  (1/3)- 
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314  C21H30O2  5750-05-0 

Pregn-4-ene-3,20-dione,  (8a)~ 

Me 


314  C21H30O2  5957-75-5 

6/f-Dibenzo[6,d]pyran-l-ol,  6a,7,10,10a-tetrahydro-6,6,9-tri= 
methyl-3-pentyl-,  (6a R-trans)- 
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314  C21H30O2  13934-52-6 

18,19-Dinorpregn-4-ene-3,20-dione,  13-ethyl- 
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314  C21H30O2  13956-29-1 

1,3-Benzenediol,  2-[3-methyl-6-(l-methylethenyl)-2-cyclo= 
hexen-l-yl]-5-pentyl-,  (1  R-trans)- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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314  C21H30O2  15271-87-1 

Pregna-4,6-dien-3-one,  20-hydroxy-,  (20S)- 


314  C21H30O2  18326-16-4 

Podocarpa-8,ll,13-trien-3-one,  14-isopropyl-13-methoxy- 


314  C21H30O2  18325-89-8 

2(liT)-Phenanthrenone,  3,4,4a,9,10,10a-hexahydro-6-methoxy- 
l,l,4a-trimethyl-7-(l-methylethyl)-,  (4aS-frans)- 
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314  C21H30O2  18793-28-7 

2H-l-Benzopyran-5-ol,  2-methyl-2-(4-methyl-3-pentenyl)-7- 
pentyl-,  (±)- 


314  C21H30O2  24035-60-7 

Podocarpa-8,ll,13-trien-16-oic  acid,  13-isopropyl-,  methyl  ester 
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314  C21H30O2  33086-25-8 

6iL-Dibenzo[6,d]pyran-l-ol,  tetrahydro-6,6,9-trimethyl-3-pentyl- 


Me  Me 
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314  C21H30O2  39707-54-5 

1 ,4-Benzenediol,  2- [ (decahydro-5,5,8a-trimethyl-2-methylene- 
l-naphthalenyl)methyl]-,  [lR-(la,4a/3,8aa)]- 
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314  C21H30O2  39707-55-6 

1,4-Benzenediol,  2-[(l,4,4a,5,6,7,8,8a-octahydro-2,5,5,8a-tetra= 
methyl-l-naphthalenyl)methyl]-,  [lS-(la,4a/3,8aa)]- 


314  C21H30O2  54850-32-7 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,4b,5,6,10,10a-deca= 
hydro-1, 4a-dimethyl-7-(l-methylethenyl)-,  methyl  ester, 
[li?-(la,4a/3,4ba,10aa:)]- 


314 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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314  C21H30O2  56282-24-7 

ltf-Dibenzo[M]pyran-l-ol,  tetrahydro-6,6,9-trimethyl-3~pentyl- 


Me  Me 


314  C21H30O2  57397-33-8 

4a(2/f)-Phenanthrenecarboxaldehyde,  l,3,4,9,10,10a-hexa= 
hydro-6-methoxy-l,l-dimethyl-7-(l-methylethyl)-,  (AaR-trans)- 


OMe 
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314  C22H18O2  54458-77-4 

Anthracene,  l,4-dimethoxy-9-phenyl- 

OMe 


Ph  OMe 


314  C22H34O  54411-97-1 

Pregn-15-en-20-one,  17-methyl-,  (5a,  17£)- 
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314  C22H18O2  16384-67-1 

Benzeneacetaldehyde,  a-(diphenylmethylene)-4-methoxy- 


Ph2C  = C(  CHO) 
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314  C23H22O  51118-05-9 

l,4-Pentadiyn-3-one,  l,5-bis(2,4,6-trimethylphenyl)- 
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D-Xylononitrile,  2,3,4,5-tetraacetate 
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314  C24H26  24523-61-3 

Butane,  3,3-dimethyl-l,l,l-triphenyl- 

Ph3  CCH2  CMe3 
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315  C13H5N3O7  129-79-3 

9/7-Fluoren-9-one,  2,4,7-trinitro- 
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315  Ci3H17N08  25546-50-3 

D-Ribononitrile,  2,3,4,5-tetraacetate 
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D-Arabinononitrile,  2,3,4,5-tetraacetate 

OAc 

OAc 
I I 

Ac OCH2  CHCHCH  ( CN ) OAc 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


315 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2395 


315  C13H17NO8 

Lyxononitrile,  2,3,4,5-tetraacetate,  D- 


34360-56-0 


315  C15H29N3O4  37580-54-4 

L-Alanine,  N-(iV-L-valyl-L-isoleucyl)-,  methyl  ester 
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OAc 
! I 

AcOCH2CHCHCH(CN)  OAc 


315  C15H10F5NO  38842-14-7 

Benzamide,  2,3,4,5,6-pentafluoro-AM2-phenylethyl)- 


315  C15H15CI2N.CIH  13541-46-3 

Phenethylamine,  p-chloro-iV-(p-chlorobenzyl)-,  hydrochloride 


CHMe  CH2  Me 
I 

Me  OC( 0) CHMeNHC0CHNHC0CH(NH2 ) CHM62 


315  CieHuFsN  38771-34-5 

Benzeneethanamine,  a-methyl-iV-[(pentafluorophenyl)methyl]- 


F 


F 


315  C17H17NO3S  15218-07-2 

l/f-3-Benzazepin-l-one,  2,3,4,5-tetrahydro-3-[(4-methyl= 
phenyl)sulfonyl]- 
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315  C17H17NO5  17014-62-9 

9-Acridanone,  2-hydroxy-l,3,4~trimethoxy-10-methyl- 
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315  C17H17NO3S  24310-36-9 

57f-l-Benzazepin-5-one,  1, 2, 3,4-tetrahydro-l-[  (4-methyl  = 
phenyl)sulfonyl]- 


0 


Me 


315  C17H17NO5  7008-68-6 

9(10/f)-Acridmone,  l-hydroxy-2,3,4-trimethoxy-10-methyl- 


315  C17H17NO5  17014-63-0 

9-Acridanone,  4-hydroxy-l ,2,3-trimethoxy-10-methyl- 

0 OMe 

OMe 
OMe 

Me  OH 


315  C18H13N5O  17376-91-9 

4(l/f)-Pteridinone,  2-amino-6, 7-diphenyl- 
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315  CisHisCINS  113-59-7 

1-Propanamine,  3-(2-chloro-9H-thioxanthen-9-ylidene)-N,N- 
dimethyl-,  (Z)- 

CHCH2  CH2  NMe2 
Cl 
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315  C18H21NO4  5550-20-9 

Erythrinan-2-ol,  l,6-didehydro-3-methoxy-15, ^-[methylene- 
bis(oxy)]-,  (2a, 3/3)- 


315  C18H21NO4  15444-28-7 

Morphinan-7-one,  5,6-didehydro-4-hydroxy-3,6-dimethoxy- 


315  C18H21NO4  20377-55-3 

Hasubanan-6,9-diol,  7,8-didehydro-4,5-epoxy-3-methoxy-17- 
methyl-,  (5a, 6a, 9a, 13/3, 14/3)- 
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315  C 18H24B3N3  33911-15-8 

Borazine,  2,4,6-tri-2,4-cyclopentadien-l-yl-l,3,5-trimethyl- 

Me 


315  C20H29NO2  51624-47-6 

lH-Dicyclooct[e,g]isoindole-l,3(2//)-dione,  3a, 3b, 4, 5, 6, 7, 8,9,- 
10,ll,12,13,14,15,15a,15b-hexadecahydro-,  (3aa,3ba:,15aa,15ba:)- 
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315  C21H17NO2  19264-38-1 

Benzamide,  TV-benzoyl-iV-(phenylmethyl)- 

COPh 

I 

Ph  CONCH2  Ph 


315  C21H21N3 

1,3,5-Triazine,  hexahydro-l,3,5-triphenyl- 


1 

Ph 


.Ph 


91-78-1 


315  C21H21N3  33091-01-9 

2,3'-Bi-l//-indole,  l-(3,4-dihydro-2-methyl-2H-pyrrol-5-yl)- 
2,3-dihydro- 


Me 


316 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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315  C21H21N3 

l//-Pyrrolo[2,l-6][  1,3]  benzodiazepine, 
( l//-indol-3-yl)-3-methyl- 


55683-07-3 

2,3,5,6-tetrahydro-5- 


315  C21H33NO  55125-24-1 

2-Propenamide,  iV-dodecyl-3-phenyl- 

PhCH  = CHCONH( CH2 ) i i Me 


315  C22H21NO  42715-17-3 

3-Cyclohexen-l-amine,  6-(2-furanyl)-2, 5-diphenyl-,  (la, 20, 50, 60)- 


Ph 
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315  C22H21NO  42715-18-4 

3-Cyclohexen-l-amine,  6-(2-furanyl)-2, 5-diphenyl-,  (la, 2a, 5a, 60)- 


Ph 


316  BsFi2 

Octaborane(12),  dodecafluoro- 


55836-56-1 


316  C5H8N4O12  78-11-5 

1,3-Propanediol,  2,2-bis[(nitrooxy)methyl]-,  dinitrate  (ester) 


CH2  ONO2 
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02NOCH2  CCH2ONO2 
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02NOCH2 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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316  C9H9IN4O  6763-71-9 

Pyrazolo[5,l-c]  [l,2,4]triazine,  4,6-dihydro-6-(iodoacetyl)-3- 
methyl-4-methylene- 


H2C  COCH21 


316  C9H11CI2O4PS  55975-98-9 

Phosphorothioic  acid,  0-(4,5-dichloro-2-methoxyphenyl)  0,0- 
dimethyl  ester 


OMe 


316  CnH6F6S2  21250-11-3 

Thiophene,  2,2'-(l,l,2,2,3,3-hexafluoro-l,3-propanediyl)bis- 

^-CF.CF.CF— 


316  C11H24O6S2  4248-77-5 

1,9-Nonanediol,  dimethanesulfonate 

Me  SO2  0(  CH2  ) 9 OS02  Me 


316  CnHeFeCL  1482-05-9 

2,5-Norbornadiene-2,3-dicarboxylic  acid,  1,4,5,6,7,7-hexafluoro-, 
dimethyl  ester 


316  C11H26O6P2  22401-25-8 

Phosphonic  acid,  1,3-propanediylbis-,  tetraethyl  ester 

E t O OE  t 
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E t OP  ( CH2 ) 3 POE  t 

II  II 
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316  C12H7CI2O2PS  55125-04-7 

10/f-Phenothiaphosphine,  2,7-dichloro-10-hydroxy-,  10-oxide 
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316  Ci2HnBrN203  1216-40-6 

2,4,6(l//,3/f,5//)-Pyrimidinetrione,  5-(2-bromo-2-propenyl)-5- 
(1-methylbutyl)- 
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316  Ci2H2oN2C>6Si  51432-36-1 

Uridine,  5-(trimethylsilyl)- 
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316  C13H8N4O4S  13781-34-5 

2-Thiophenepropiolaldehyde,  (2,4-dinitrophenyl)hydrazone 


3 1 6 C 13H8N4O4S  56588-20-6 

2-Propyn-l-one,  l-(2-thienyl)-,  (2,4-dinitrophenyl)hydrazone 
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316 


316  C13H8N4O4S  56588-21-7 

2-Thiophenecarboxaldehyde,  5-ethynyl-,  (2,4-dinitrophenyl):=: 
hydrazone 


316  Ci3H2503PSi2  18406-56-9 

Phosphonic  acid,  (phenylmethyl)-,  bis(trimethylsilyl)  ester 

OS i Me  3 

I 

Me3  S i OP  CH2  Ph 

II 
0 


316  Ci3H32N2OSi3  32565-11-0 

2-Pyrrolidinone,  3-[bis(trimethylsilyl)amino]-l-(trimethylsilyl)- 


316  CuHsCL  72-55-9 

Benzene,  l,l'-(dichloroethenylidene)bis[4-chloro- 

cci  2 


316  C14H8CI4  3424—82-6 

Benzene,  l-chloro-2-[2,2-dichloro-l-(4-chlorophenyl)ethenyl]- 

cci  2 


316 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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316  C14H12N4O5  1163-71-9 

Benzaldehyde,  2-methoxy-,  (2,4-dinitrophenyl)hydrazone 
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316  Ci4H12N405  17744-50-2 

Ethanone,  l-(2-hydroxyphenyl)-,  (2,4-dinitrophenyl)hydrazone 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


316  C14H20S4  57274-44-9 

4//-l,3-Dithiin,  2,2,6-trimethyl-4-(2,2,6-trimethyl-4//-l,3-dic: 
thiin-4-yIidene)- 


/Me 
Me 

Vs  -s 

Me  \ 
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316  Ci4H29B05Si  56196-84-0 

a-L-Galactopyranoside,  methyl  6-deoxy-2-0-(trimethylsilyl)-,  cyclic 
butylboronate 


Me(CH2)3— 
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316  C15H12N2O4S  40467-23-0 

l//-2,l,3-Benzothiadiazin-4(3//)-one,  3-(2-oxo-2-phenylethyl)-, 
2,2-dioxide 


316  Ci5Hi3BrN20  7104-68-9 

2-Benzimidazolemethanol,  a-(p-bromophenyl)-l-methyl- 
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316  C15H22CI2N2O  15442-05-4 

Urea,  l,l-dibutyl-3-(3,4-dichlorophenyl)- 

( CH2 ) 3 Me 

Ci  NHCON { CH2 ) 3 Me 

Cl 


316  C16H12O7  520-11-6 

4//-l-Benzopyran-4-one,  2-(3,4-dihydroxyphenyl)-5,7-di:=: 
hydroxy-6-methoxy- 


316 

C16H12O7  32520-55-1 

4/f-l-Benzopyran-4-one, 

phenyl)-6-methoxy- 

, 3,5,7-trihydroxy-2-(4-hydroxy= 

h°Y^ 

MeO 

OH  OH 

HO 

O 

316  Ci6H2806  29953-53-5 

Myrothecic  acid,  hexahydro-,  dimethyl  ester 


CH2  CHMeCH2  C(  0)  OMe 


316  C17H16O6  3660-86-4 

9H-Xanthen-9-one,  1,3,5,6-tetramethoxy- 


MeO  0 


OMe 


316 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2405 


316  C17H16O6  23911-62-8 

1,2-Dibenzofurandicarboxylic  acid,  l,9b-dihydro-7-methoxy- 
4,9b-dimethyl- 


Me 


316  Ci-HssBr  56600-21-6 

5-Heptadecene,  1-bromo- 

Br  (CH2  )4CH:CH(CH2  )l  0 Me 


316  C18H12N4S  38638-13-0 

Thieno[2, 3-6:4, 5-£>']diquinoxaline,  dimethyl- 


316  C18H20O5  52806-37-8 

Methanone,  (4,5-dimethoxy-2-methylphenyl)(3,4-dimethoxy= 
phenyl)- 


316  C19H24O4  18781-00-5 

Ketone,  5-hydroxy-8-methoxy-2-methyl-2-(4-methyl-3-pen= 
tenyl)-27/-l-benzopyran-6-yl  methyl 
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316  C19H28N2S  15093-49-9 

Urea,  l,l-dicyclohexyl-3-phenyl-2-thio- 


CSNHPh 


316  C20H12O4  14734-19-1 

Dibenzo[6,/r]biphenylene-5,6,ll,12-tetrone,  5a,  5b,  11a,  11b- 
tetrahydro-,  (5aa,5b/3,lla/3,llba)- 
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316  C20H12O4  14734-20-4 

Dibenzo[6,/2]biphenylene-5,6,ll,12-tetrone,  5a, 5b,  11  a,  11b- 
tetrahydro-,  (5aa,5ba:,llaa,llba)- 


0 0 


0 0 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100 
80 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


316  C20H12O4  19817-49-3 

Dibenzo[6,/z]biphenylene-5,12-dione,  5a,  1 lb-dihydro-6, 1 1— di= 
hydroxy- 


316  C20H13CIN2  4240-59-9 

13//-Benz[6,7]indolo[3,2-c]quinoline,  2-chloro-6-methyl- 


316 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2407 


316  C20H16N2S  13187-62-7 

1,3,4-Thiadiazole,  2,3-dihydro-2,3,5-triphenyl- 


Ph 


Ph 


316  C20H20N4  34945-82-9 

4PM9ipyridazino[l,6-a:4',3'-c]quinoline,  l,4a,4b,5,6,13b-hexa° 
hydro-l-phenyl-,  (4aa,4ba,13ba)-(±)~ 


316  C20H20N4  34945-83-0 

4H-Dipyridazino[l,6-a:4',3'-c]quinoline,  l,4a,4b,5,6,13b-hexa= 
hydro-l-phenyl-,  [4aa,4b/3,13ba-(±)]- 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


316  C20H28O3  1235-77-4 

1-Naphthalenecarboxylic  acid,  5-[2-(3-furanyl)ethyl]decac: 
hydro-1, 4a-dimethyl-6-methylene-,  [li?-(la,4aa:,5a,8a/3)]- 
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316  C20H28O3  5691-63-4 

Kaur-16-en-18-oic  acid,  6,7-dihydroxy-,  7-lactone,  (4a, 6a, 7/3)- 


2408 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


316 


316  C20H28O3  6193-98-2 

Estr-5-ene-3,17-dione,  cyclic  3-(ethylene  acetal) 

Me 


316  C20H28O3  6193-99-3 

Estr-5(10)-ene-3,17-dione,  cyclic  3-(l,2-ethanediyl  acetal) 


Me 


316  C20H28O3  10267-14-8 

1-Naphthalenecarboxylic  acid,  5-[2-(3-furanyl)ethyl]deca~ 
hydro-1, 4a-dimethyl-6-methylene-,  [lR-(la,4a/3,5/3,8aa)]- 


co?h 
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H2C 


1 

CH2 


316  C20H28O3 

Estr-l-en-3-one,  17-(acetyloxy)-,  (5a,  17/3)— 


Me 


15019-21-3 


316 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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316  C20H28O3  15019-22-4 

5/3-Estr-l-en-3-one,  17/3-hydroxy-,  acetate 


316  C20H28O3  15067-83-1 

19-Nor-5a-pregn-l-ene-3,20-dione,  17-hydroxy- 
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316  C20H28O3  15019-23-5 

19-Nor-5/3-pregn-l-ene-3,20-dione,  17-hydroxy- 


316  C20H28O3  15959-13-4 

Kaur-16-en-18-oic  acid,  6,7-dihydroxy-,  7-lactone,  (4a, 6a, 7a)- 


2410 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


316 


316  C20H28O3  19941-59-4 

Phenanthro[3,2-6]furan-4-carboxylic  acid,  1, 2, 3, 4, 4a, 5, 6, 6a, 7, ~ 
11, 11a, llb-dodecahydro-4, 7,1  lb-trimethyl-,  [4S-(4a,4a/3,~ 
6aa,7/?,lla/?,llba)]- 


316  C20H28O3  25402-06-6 

Cyclopropanecarboxylic  acid,  2,2-dimethyl-3-(2-methyl-l- 
propenyl)-,  3-(2-butenyl)-2-methyl-4-oxo-2-cyclopenten-l-yl 
ester 


316  C20H28O3  19941-61-8 

Phenanthro[3,2-6]furan-4-carboxylic  acid,  1,2, 3, 4, 4a, 5, 6, 6a, 7,- 
11, 11a, llb-dodecahydro-4, 7,1  lb-trimethyl-,  [4R-(4a,4aa,~ 
6a/?,7a,llaa,llb/?)]- 


CH=CMe2 
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316  C20H28O3  30298-69-2 

D-Homoandrosta-4,17-dien-3-one,  17,17a-dihydroxy- 
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316  C20H28O3  40883-07-6 

l(4/f)-Naphthalenone,  4-[2-(3-furanyl)ethyl]-4a,5,6,7,8,8a- 
hexahydro-4-hydroxy-3,4a,8,8-tetramethyl- 


ch2 

1 


Me 


Me 


316  C20H28O3  55125-23-0 

Benzoic  acid,  3,5-dicyclohexyl-4-hydroxy-,  methyl  ester 


OH 


C(O)  OMe 
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316  C21H32O2  127-25-3 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,4b,5,6,10,10a-deca~ 
hydro-1, 4a-dimethyl-7-(l-methylethyl)-,  methyl  ester,  [1 R- 
(la,4a/3,4ba,10ao:)]- 
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316  C21H32O2  128-23-4 

Pregnane-3, 20-dione,  (5/3)- 


316  C21H32O2  145-13-1 

Pregn-5-en-20-one,  3-hydroxy-,  (3/3)- 


Me 


2412 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


316 


316  C21H32O2  145-14-2 

Pregn-4-en-3-one,  20-hydroxy-,  (20S)- 


Me 
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316  C21H32O2  145-15-3 

Pregn-4-en-3-one,  20-hydroxy-,  (20/?)— 

Me 
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316  C21H32O2 

5/3-Pregn-16-en-20-one,  3/?-hydroxy- 


Me 


566-59-6 


316  C21H32O2 

Pregn-5-en-20-one,  3-hydroxy-,  (3d,  17a)- 


Me 


566-63-2 


316 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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316  C21H32O2 

Pregnane-3, 20-dione,  (5a)- 


566-65-4 
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316  C21H32O2  1686-54-0 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,9,= 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [1R- 
(la,4ad,4ba,7a,10aa)]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


316  C21H32O2  1235-39-8 

Labda-8(20),12,14-trien-19-oic  acid,  methyl  ester 


MeOC(O)  Me 


H2C 

H2  C = CHCMe  : CHCH2 
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316  C21H32O2  1686-62-0 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,= 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [1R- 
(la,4a/3,4ba,7a,10aa)]- 


2414 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


316 


316  C21H32O2  2808-33-5 

1,3-Benzenediol,  2-(3,7-dimethyl-2,6-octadienyl)-5-pentyl- 


CH2  CH  = CMe  CH2  CH2  CH  = CMe2 


OH 


316  C21H32O2  3310-94-9 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,5,6,9,10,10a-deca= 
hydro-1, 4a-dimethyl-7-(l-methylethyl)-,  methyl  ester,  [1 R- 
(la,4a/3,10aa)]- 


316  C21H32O2  3310-97-2 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,4b,5,6,7,9,10,10a- 
dodecahydro-1 ,4a-dimethyl-7-(  1-methylethylidene)-,  methyl 
ester,  [lR-(la,4a/3,4ba,10aa)]- 


316  C21H32O2  3513-69-7 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,4b,5,9,10,10a-deca= 
hydro-1, 4a-dimethyl-7-(l-methylethyl)-,  methyl  ester,  [1R- 
(la,4a/3,4ba,10aa)]- 
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316  C21H32O2  3582-26-1 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,5,6,7,8,9,° 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [1 R- 
(la,4a/3,7/3,10aa)]- 


316  C21H32O2  5524-25-4 

Kaur-16-en-18-oic  acid,  methyl  ester,  (4 0)- 
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316  C21H32O2  6022-48-6 

5a-Pregnane-12,20-dione 
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316  C21H32O2  3730-56-1 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,9,=: 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [17?- 
(la,4a/3,4ba,7d,10ao;)]- 

CH=CH2 


»T 

0- 

0- 


Me 


•0- 
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316  C21H32O2  6692-85-9 

67/-Dibenzo[6,d]pyran-l-ol,  6a,7,8,9,10,10a-hexahydro-6,6,9- 
trimethyl-3-pentyl- 
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316  C21H32O2 

Pregnane-3, 20-dione 


Me 


7350-00-7 


316  C21H32O2 

5a-Pr egn-9  ( 1 1 )-en-l  2-one , 20/3-hy  d r oxy- 


Me 


7704-94-1 


316  C21H32O2  15798-13-7 

1-Naphthalenecarboxylic  acid,  decahydro-l,4a-dimethyl-6- 
methylene-5-(3-methyl-2,4-pentadienyl)-,  methyl  ester, 
[lS-[la,4aa,5a(jE),8ad]]_ 


Me 


Lu. 

il.-.i. 

it.  -.i.  I. ..ii  i. 
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316  C21H32O2  17021-26-0 

Androst-4-en-3-one,  17-hydroxy-7, 17-dimethyl-,  (7/3,17/3)- 


316  C21H32O2  19402-34-7 

1-Phenanthrenecarboxylic  acid,  1, 2, 3, 4, 4a, 5, 6, 7, 8, 9, 10, 10a- 
dodecahydro-l,4a-dimethyl-7-(l-methylethylidene)-,  methyl 
ester,  [l/?-(la,4a/3,10aa)]- 


316  C21H32O2  19907-21-2 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,5,6,7,8,9,= 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [li?- 
(la,4a/3,7a,10aa)]- 


I IU  I I I 1 1 1 I I I I I I I I — 
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316  C21H32O2  26991-52-6 

5/3-Pregnane-3,12-dione 


Me 
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316 


316  C21H32O2  28720-17-4 

Labda-8(20), 13(16), 14-trien-19-oic  acid,  methyl  ester 


Me 


316  C21H32O2  33536-85-5 

lH-Cyclohepta[a]naphthalene-4-carboxylic  acid,  2, 3, 4, 4a, 5,6,= 
8,ll,lla,llb-decahydrn-4,8,9,llb-tetramethyl-,  methyl  ester 


316  C21H32O2  33892-22-7 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,5,8,9,10,10a-deca= 
hydro-1, 4a-dimethyl-7-(l-methylethyl)-,  methyl  ester,  [li?- 
(la,4ad,10aa)]- 


C(  0)  OMe 


316  C21H32O2  33952-80-6 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,6,7,8,10,10a-deca= 
hydro-1, 4a-dimethyl-7-(l-methylethyl)-,  methyl  ester,  [1S- 
(la,4ao;,7|8,10ad)]- 


316 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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316  C21H32O2  35482-10-1 

Cyclohexanecarboxylic  acid,  l,3-dimethyl-2-[2-[3-(l-methyl= 
ethyl)phenyl]ethyl]-,  methyl  ester,  [lR-(la,2a,3a)]~ 


Pr  -i 
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316  C21H32O2  41298-29-7 

Cyclohexanecarboxylic  acid,  l,3-dimethyl-2-[2-[3-(  1-methyl = 
ethyl)phenyl]ethyl]-,  methyl  ester,  (la, 2a, 3a)- 


Pr-i 


316  C21H32O2  56143-34-1 

Pregnan-18-oic  acid,  20-hydroxy-,  7-lactone,  (5a)- 


316  C21H32O2  57397-36-1 

4a(2H)-Phenanthrenemethanol,  l,3,4,9,10,10a-hexahydro-6- 
methoxy-l,l-dimethyl-7-(l-methylethyl)-,  (4a R-trans)- 


OMe 
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316  C21H36N2  3614-57-1 

Pregn-5-ene-3, 20-diamine,  (30,20 S)- 
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316  C22H20O2  16384-66-0 

1-Propanone,  3-(4-methoxyphenyl)-l,2-diphenyl- 


316  C22H20O2  25346-95-6 

Ethylene,  l,2-bis(p-methoxyphenyl)-l-phenyl- 


316  C22H20O2  55649-66-6 

l,8:2,7-Dimethanodibenzo[a,e]cyclobuta[c]cycloocten-13-one, 
l-ethoxy-l,2,2a,7,8,12b-hexahydro- 


EtO 
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316  C22H20O2  56052-51-8 

1-Propanone,  l-phenyl-3-[2-(phenylmethoxy)phenyl]- 


OCH2  Ph 


316  C22H20S  56728-02-0 

Benzene,  l,l'-[2-methyl-2-(phenylthio)cyclopropylidene]bis- 


Ph 


SPh 
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316  C22H36O  14012-16-9 

5a-Pregnan-15-one,  20-methyl- 

Me 
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316  C22H36O 

Pregn-20-en-3-ol,  20-methyl-,  (3/3, 5a)- 


54411-87-9 


316  C22H36O 

5a,14/3-Pregnan-15-one,  20-methyl- 


14111-73-0 
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316  C22H36O 

D-Homopregnan-20-one,  (5a)- 


32318-95-9 


316  C22H36O 

Pregnane,  20,21-epoxy-20-methyl-,  (5a)- 


54411-89-1 
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Pregnan-16-one,  20-methyl-,  (5a)- 


56051-43-5 
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316  C22H36O  57983-95-6 

Pregn-7-en-3-ol,  20-methyl-,  (3/3)- 


316  C23H24O  6226-44-4 

Benzene,  l,l',l"-(butoxymethylidyne)tris- 

Me  ( CH2 ) 3 0CPh3 


316  C23H40  40572-13-2 

Benzene,  1 ,3,5-tris(2,2-dimethylpropyl)-2,4-dimethyl- 


Me 


316  C23H40  55125-25-2 

Benzene,  (1-methylhexadecyl)- 

PhCHMe  ( CH2  )i  4 Me 


317  CioHisFsNOsSSi  52558-92-6 

L-Methionine,  AMtrifluoroacetyl)-,  trimethylsilyl  ester 

NHC0CF3 

1 

MeSCH2  CH2  CHC(  0)  OS  i Me3 


317 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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317  C12H10F7NO  29723-29-3 

Butanamide,  2,2,3,3,4,4,4-heptafluoro-N-(2-phenylethyl)- 

Ph  CH2  CH2  NHCOCF 2 CF  2 CF3 


317  C13H13CI2NO4  50648-98-1 

L-Proline,  l-[(2,4-dichlorophenoxy)acetyl]- 


317  Ci3H23N06Si  55622-39-4 

Acetamide,  N-[ l-methoxy-2-oxo-7-[(trimethylsilyl)oxy]-3,9- 
dioxabicyclo[3.3.1]non-6-yl]- 
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317  CisHisFsNOs  1550-95-4 

Alanine,  3-phenyl-AMtrifluoroacetyl)-,  butyl  ester,  L- 

CH2  Ph 
I 

Me  ( CH2  ) 3 0C(  0)  CHNHCOCF 3 


317  C15H18F3NO3  52574-47-7 

L-Phenylalanine,  N-(trifluoroacetyl)-,  butyl  ester 


Me  ( CH2 ) 3 OC( 0) CHNHCOCF  3 


317  C15H18F3NO3  58072-44-9 

L-Phenylalanine,  N-(trifluoroacetyl)-,  1-methylpropyl  ester 

CH2  Ph 
I 

s -Bu  OC( O) CHNHCOCF  3 
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317  Ci6Hi5N04S  40535-16-8 

2-Pyrrolidinone,  l-(5,6-dihydronaphth[2,l-c][l,2]oxathiin-2-yl)-, 
S,S-dioxide 


317  C17H19NO5  466-73-9 

Crinan-6,ll-diol,  l,2-didehydro-3-methoxy-,  (3/3, 5a, 6d, 117?,= 
13/3, 19a)- 


317  C17H20NO3P  31951-88-9 

l,3,2-Dioxaphosphorinan-2-amine,  NdV-dimethyl-5, 5-diphenyl-, 
2-oxide 


ih a 

ilb  Mill 

160  170  1 
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317  C17H19NO5  545-66-4 

Crinan-6,ll-diol,  l,2-didehydro-3-methoxy-,  (3a, 5a, 6/3, 11/?,  ~ 
13/3, 19a)- 


317  C18H15N5O  2427-10-3 

4(L7/)-Pteridinone,  2-amino-7,8-dihydro-6, 7-diphenyl- 


317 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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317  C18H15N5O  _ 3024-04-2 

4(l//)-Pteridinone,  2-amino-5,6-dihydro-6,7-diphenyl- 


310  320  330  3*0  350  360  370  360  390  *00  *10  *20  *30  *40  *50 


317  C18H20CINO2  2670-51-1 

Hasubanan,  6-chloro-7,8-didehydro-4,5-epoxy-3-methoxy-17- 
methyl-,  (5a, 68, 13/3, 14/3)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

317  C18H23NO4  33975-34-7 

5-Isoindolinecarboxylic  acid,  1,3-dioxo-,  nonyl  ester 


Me(CH2)e0C<0) 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


317  C18H23NO4  57237-96-4 

Hasubanan-6,9-diol,  4,5-epoxy-3-methoxy-17-methyl-,  (5a,  = 
6a, 9a, 13(8, 14d)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


317  C19H11NO4  522-30—5 

[l,3]Benzodioxolo[5,6-c]-l,3-dioxolo[4,5-i]phenanthridine 


10  20  30  *0  50  60  70  80  90  100  110  120  130  1*0  ISO 
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Ormosanine,  (18a)- 


C20H35N3 


33792-80-2 
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317  C21H19NO2 

Benzamide,  o-(2-hydroxy-2,2-diphenylethyl)- 


23966-58-7 


CH2  CP h 2 OH 
,CONH2 
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317  C21H35NO 

Pregn-5-en-3-ol,  20-amino-,  (3/3, 20S)- 


5035-10-9 
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317  C21H35NO 

Acetamide,  A-[(3/3,5a)-androstan-3-yl]- 


4642-61-9 
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317  C21H35NO 

5a-Pregnan-3-one,  oxime 


6845-59-6 
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317  C21H35NO  54411-43-7 

Acetamide,  N-[(3a,5a)-androstan-3-yl]- 


Me 


Ac  NH 


317  C21H35NO  56052-62-1 

Androstan-3-one,  4,4-dimethyl-,  oxime,  (5a)- 


Me 


318  Ci2H27B05Si2  56196-82-8 

d-D-Xylofuranose,  l,2-bis-0-(trimethylsilyl)-,  cyclic  methvlboronate 


OTMS 


318  C13H10N4O6  1237-66-7 

Benzaldehyde,  2,4-dihydroxy-,  (2,4-dinitrophenyl)hydrazone 


—I “1 1 1 1 1 1 1 1 1 1 1 1 1 1 — 
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318  C13H18O9  3891-58-5 

D-Arabinose,  2,3,4,5-tetraacetate 

OAc 

OAc 
I I 

Ac OCH2 CHCHCHf CHO)  OAc 
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318  CisHisOg  4049-34-7 

/3-D-Ribopyranose,  tetraacetate 


AcO  OAc 


318  CiaHisOg  4257-98-1 

a-D-Xylopyranose,  tetraacetate 


OAc 


318  CisHisOg  42927-46-8 

D-Xylofuranose,  tetraacetate 


AcOCH2 


OAc 


318  C14H10CI4  53-19-0 

Benzene,  l-chloro-2-[2,2-dichloro-l-(4-chlorophenyl)ethyl]- 


CHC I 2 


318  C14H10CI4 

Benzene,  l,l'-(2,2-dichloroethylidene)bis[4-chloro- 


ci 


CHCI  2 


72-54-8 


318  C14H10N2O5S  55124-69-1 

1,2-Benzisothiazole,  3-[(4-nitrophenyl)methoxy]-,  1,1-  dioxide 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2429 


100 
80 
60 
40 

20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450  310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  Ci4HiiBrN2p2  56437-97-9 

Benzamide,  3-bromo-N-[(phenylamino)carbonyl]- 


318  Ci4H3o04Si2  55044-26-3 

Pentanedioic  acid,  2,2,3-trimethyl-,  bis(trimethylsilyl)  ester 


Br 


318  CuHmOs  632-56-4 

1,1,2,2-Ethanetetracarboxylic  acid,  tetraethyl  ester 


Me3 S i OC(  0)  CMe2  CHMe CH2  C(  0)  OSi  Me3 


318  CuHaoSn  7486-35-3 

Stannane,  tributylethenyl- 

(CH2 ) 3 Me 
I 

Me(CH2)3SnCH  = CH2 
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Me  ( CH2  ) 3 


C(  0)  OE  t 

C(  0)  OE  t 
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E t OC(  0) CHCHC( 0) OE  t 


318  Ci4H3o04Si2  43199-48-0 

Octanedioic  acid,  bis(trimethylsilyl)  ester 
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318  C14H30S11  41728-47-6 

Stannane,  butylcyclohexylmethyl(l-methylethyl)- 


) ( CH2  ) 3 Me 


Me3Si  OC(O)  ( CH2  ) 6 C(  0)  OS  i Me3 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


. 1 

1 

J ii 

.1  J 

1 

1,1  , 

1 1 1 1 1 1 1 1 1 1 1 1 1 

10  20  30  40  50  60  70  80  90  100  110  120  130 

140  150 

Il 

nil 

1 u. 111 

ill  .1.1  ...» llll 

ill -- 

160  170 

80  190  200  210  220  230  240  250  260  270  280  290  300 

2430 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  CuHsoSn  55125-14-9 

Stannane,  butylcyclohexyldiethyl- 

2 ( CH2  ) 3 Me 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


318  C15H14N2O4S  19006-52-1 

Methanesulfonamide,  N-(9, 10-dihydro- 3-nitro-2-phenanthryl)- 

N02 

NHSO2 Me 


318  C15H14N2O4S  20328-52-3 

Methanesulfonamide,  N-(9, 10-dihydro-7-nitro-2-phenanthryl)- 

NHSO2 Me 
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318  Ci6Hi9BrN2  32857-44-6 

Ethylenediamine,  N-(p-bromophenyl)-Arr/V'-dimethyl-Ar' -phenyl- 


318  Ci6Hi9BrN2  32857-46-8 

Ethylenediamine,  Ar-(m-bromophenyl)-N,Ar'-dimethyl-Ar'-phenyl- 


Br 


318  Ci6H22N203Si  52937-72-1 

2,4,6  (1/7,  SH,  5/f)-Pyrimidinetrione,  5-ethyl-l-methyl-5- 
phenyl-3-(trimethylsilyl)- 


0 


1 

Si  Me 3 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2431 


J 1,  III'  1 

1 , > 4 , 11 
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318  CieHsoOe  30244-30-5 

Octanoic  acid,  6-(4-carboxy-3-methylbutoxy)-7-hydroxy-,  dimethyl 
ester,  (-)- 

CH(  OH ) Me 

Me  OC(  O)  CH2  CHMeCH2  CH2  OCH(  CH2  ) 4 C(  O)  OMe 


^ bJL Li , 

1 J 
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318  Ci6H3802Si2  18546-99-1 

3,14-Dioxa-2,15-disilahexadecane,  2,2,15,15-tetramethyl- 

MejSi  0(  CH2  ) i 0 OSi  Me3 
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318  CnHisOe  3680-32-8 

Spiro[benzofuran-2(3H),l'-[2]cyclohexene]-3,4'-dione,  2',4,6- 
trimethoxy-6'-methyl- 


318  CnHisOe  10523-56-5 

7/i-Furo[3,2-g][l]benzopyran-7-one,  4-(2,3-dihydroxy-3- 
methylbutyl)-9-methoxy- 


CH2CH(  OH)  CMe 2 OH 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  CnHisOe  11008-28-9 

5H-7,4-Methenofuro[3,2-c]oxireno[/]oxacycloundecin-5-one, 
ll-(acetyloxy)-la,2,3,7,ll,lla-hexahydro-8,lla-dimethyl- 


10  20  30  40  50  80  70  80  90  100  110  120  130  140  150 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


2432 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  C17H19CIN2S  50-53-3 

10/f-Phenothiazine-10-propanamine,  2-chloro-A^N-dimethyl- 


( CH2 ) 3 NMe2 


318  C17H23N2O2P  18593-23-2 

Phosphinic  acid,  bis[p-(dimethylamino)phenyl]-,  methyl  ester 


OMe 


318  CnHssBr  3508-00-7 

Heptadecane,  1-bromo- 

Br  ( CH2  )i 6 Me 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C18H22O5  33975-30-3 

1,2,4-Benzenetricarboxylic  acid,  cyclic  1,2-anhydride,  nonyl  ester 


318  C18H26N2O3  36283-10—0 

Lycocernuine,  14,15-didehydro-,  acetate  (ester) 


318  C19H23CIO2  33498-89-4 

Butane,  l-(benzyloxy)-2-[(benzyloxy)methyl]-4-chloro- 

CH2CH2C1 

1 

Ph CH2  OCH2  CHCH2  OCH2  Ph 


, 1 

Ml  .11 

1 ! 

1.  Ill.il 

_i , ij-i 11  * * 1 1 111  1 *“i * — T 1 ,r  1 1 1 1 1 — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2433 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


318  C19H26O4  1891-34-5 

1,2,4-Cyclopentanetrione,  3,3-bis(3-methyl-2-butenyl)-5-(2- 
methyl-l-oxopropyl)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C19H26O4  16981-58-1 

2-Cyclohexene-l-carboxylic  acid,  l,3-dimethyl-2-(3-methyl-7- 
oxo-1, 3-octadienyl)-4-oxo-,  methyl  ester,  (+)- 

C(  O)  OMe 
Me 


0"  'Y'  CH : CHCMe : CHCH2  CH2  COMe 

Me 


318  C19H26O4  18780-93-3 

Ketone,  methyl  3,4,7,8-tetrahydro-5-methoxy-2,2,8,8-tetra:= 
methyl-2f/,6H-benzo[l,2-i):5,4-f)']dipyran-10-yl 


318  C19H26O4 

19-Norkauran-18-oic  acid,  2,15-dioxo-,  (4a)- 


51154-88-2 


co2h 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


2434 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  C20H14O4  77-09-8 

1 (3H )-Isobenzofuranone,  3,3-bis(4-hydroxyphenyl)~ 


OH 


100-1 — 

80- 
60  - 
40  - 

20  - I 

0 -Lui- — 1 1 1 1 1 1 1 1 1 1 1 1 r 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C20H18N2S  3053-39-2 

Carbanilide,  iV-benzylthio- 

Ph  NHCSNPh  CH2 Ph 


318  C20H14O4  84-62-8 

1,2-Benzenedicarboxylic  acid,  diphenyl  ester 

C(  O) OPh 

C(  0)  OPh 


318  C20H14O4  35405-28-8 

Spiro [benzofuran-2(3/7),2'-oxiran]-3-one,  6-methoxy-3'-(2- 
naphthalenyl)- 


0 


318  C2oH22N2Si  56437-94-6 

Silacyloheptane-4-carbonitrile,  5-imino-7-methyl-l,l-diphenyl- 


Me 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2435 


318  C20H30O3  1235-78-5 

Spiro[furan-2(5H),2'(l'H)-naphtho[2,l-5]furan]-5-one,  3'a,4',:= 
5',5'a,6',7',8',9',9'a,9'b-decahydro-3,3'a,6',6',9'a-pentamethyl-, 
[2'/?-(2'a,3'a/3,5'at\,9'ad9'ba)]- 


318  C20H30O3  13963-24-1 

Estr-5-en-3-one,  17d-hydroxy-,  cyclic  ethylene  acetal 


318  C20H30O3  15342-09-3 

Estr-5(10)-en-3-one,  17-hydroxy-,  cyclic  1,2-ethanediyl  acetal, 
(17/3)— 


318  C20H30O3  13886-12-9 

Estr-4-en-3-one,  17/J-hydroxy-,  cyclic  ethylene  acetal 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


2436 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  C20H30O3  30987-48-5 

Spiro[furan-2(5/7),2'(r/f)-naphtho[2,l-6]furan]-5-one,  3'a,4',= 
S'.S’a^'J'jS'^'^'a^'b-decahydro-S.S'a.B'^'jO'a-pentamethyl-, 
[2'S-(2'a,3,aa,5'ad,9'aa,9'b/3)]_ 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C20H30O3  57397-05-4 

2-Phenanthrenecarboxylic  acid,  1,2, 3, 4, 4a, 4b, 5, 6, 7, 8,8a, 9- 
dodecahydro-2,4b,8,8-tetramethyl-7-oxo-,  methyl  ester 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


318  C20H30O3  57397-37-2 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,= 
10, 10a-dodecahydro-3-hydroxy-4a, 7-dimethyl-,  methyl  ester, 
[l/?-(la,3a,4a/3,4ba,7a,10aa)]- 


C ( O ) OMe 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C20H30O3  57397-38-3 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,= 
10, 10a-dodecahydro-3-hydroxy-4a, 7-dimethyl-,  methyl  ester, 
[!/?-( la, 3/3, 4a/3,4ba, 7a,  10aa)]- 


20- 

o J 

1 ll 

1 , J“— , 4 t 1 t r- 

100 -j 

\ , 

1 pill jL, .,1..  ■ 11 

80  - 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2437 


318  C21H18O3  52023-05-9 

l,8-(Epoxymethano)-2,7-methanodibenzo[a,e]cyclobuta[c]  = 
cycloocten-13-one,  l,2,2a,7,8,12b-hexahydro-2-methoxy- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C21H22N2O  15308-86-8 

Spiro[cycloheptane-l,3'-[3//]indole]-2'-carboxanilide 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


318  C21H22N2O  55044-21-8 

Propanenitrile,  2-[(2,2-dimethyl-4,4-diphenyl-3-oxetanylid:= 
ene)amino]-2-methyl- 

Me  ^ ^NCMe  2 CN 
0- 


Ph 


Ph 


310  320  330  340  350  380  370  360  390  400  410  420  430  440  450 


318  C21H22N2O  55044-23-0 

Propanenitrile,  2-[(3,3-dimethyl-4,4-diphenyl-2-oxtanylid  = 
ene)amino]-2-methyl- 

Me  M\e  .NCMe2  CN 


1 ' 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C21H34O2 

Pregnan-20-one,  3-hydroxy-,  (3a, 5d)- 


128-20-1 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


2438 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  C21H34O2  516-54-1 

Pregnan-20-one,  3-hydroxy-,  (3a, 5a)- 


Me 


100- 
80  ■ 
60- 
40- 
20- 
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318  C21H34O2  1236-49-3 

Androstan-17-ol,  acetate,  (5a, 17/3)- 


318  C21H34O2  1434-14-6 

Androstan-3-one,  cyclic  1,2-ethanediyl  acetal,  (5a)- 


Me 


100  

eo- 

60- 

40- 

20- 

0 - | | | I | | -Jty  I 1.  jlililm  j.  L.l.tj  L ■ 1 ■ , ' • • ' , ' ' 
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318  C21H34O2  1434-36-2 

5a-Androstan-7-one,  cyclic  ethylene  acetal 

Me 


318  C21H34O2  1778-87-6 

Androstan-16-one,  cyclic  1,2-ethanediyl  acetal,  (5a)- 


10  20  30 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2439 


318  C21H34O2  2463-04-9 

5,8,1 1,14-Eicosatetraenoic  acid,  methyl  ester,  (all-Z)- 

MeOC(  0)  ( CH2  ) 3 CH  = CHCH2  CH  : CHCH2  CH  --  CHCH2  CH  = CH  ( CH2  ) 4 Me 


100 
80 
60 
40 
20 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C21H34O2  2881-21-2 

Androstan-3-one,  17-hydroxy-l, 17-dimethyl-,  (la, 5a,  17/3)- 


318  C21H34O2  3582-25-0 

1-Phenanthrenecarboxylic  acid,  7-ethyl-l,2,3,4,4a,5,6,7,8,9,=:: 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [1R- 
(la,4a/3,7/3,10aa)]- 


C(  0)  OMe 


90  100  110  120  130  140  150 


■1  11,11 

ml  |i 

ll,  i . 1 1 

i 1 1 

160 

170  180 

190  200  210  220  230  240 

250  260  270  280  290  300 

318  C21H34O2  3582-27-2 

1-Phenanthrenecarboxylic  acid,  7-ethyl-l,2,3,4,4a,4b,5,6,7,9,= 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [ 1/?— 
(la,4a/3,4ba,7/3,7aa)]- 


C(  0) OMe 


318  C21H34O2  3827-30-3 

1-Phenanthrenecarboxylic  acid,  7-ethyl-l,2,3,4,4a,4b,5,6,7,8,= 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [ 1/?— 
(la,4a/3,4ba,7a,10aa)]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


2440 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  C21H34O2  3867-54-7 

1-Phenanthrenecarboxylic  acid,  7-ethyl-l,2,3,4,4a,4b,5,6,7,9,° 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [IR- 
(la,4a/5,4ba,7a,10aa9]- 


C(  0)  OMe 


318  C21H34O2  4406-35-3 

Pregnan-20-one,  3-hydroxy- 


318  C21H34O2  4406-37-5 

Pregnan-20-one,  3-hydroxy-,  (3/5)- 

Me 


318  C21H34O2  4460-20-2 

1,3-Benzenediol,  2-[5-methyl-2-(l-methylethyl)cyclohexyl]-5- 
pentyl- 


OH  P r - i 
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318  C21H34O2  5282-19-9 

Kauran-19-oic  acid,  methyl  ester 


100 
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ILL 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2441 


318  C21H34O2  5618-22-4 

5a-Pregnan-20-one,  12/?-hydroxy- 

Me 


318  C21H34O2  5618-23-5 

5a,17a-Pregnan-20-one,  12/3-hydroxy- 


318  C21H34O2  7704-91-8 

5a-Pregnan-12-one,  20/3-hydroxy- 


318  C21H34O2  17110-88-2 

2-Pentenoic  acid,  5-(decahydro-5,5,8a-trimethyl-2-methylene- 
l-naphthalenyl)-3-methyl-,  methyl  ester,  [lR-[la(£'),4a/3,8aa]]- 

Me 


Me  OC(  0) CH  = CMeCH2  CH2 


310  320  330  340  350  360  370  380  390  400  410  420 


2442 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  C21H34O2 

Androstan-17-ol,  acetate,  (5a, 17a)- 


22265-08-3 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C21H34O2 

Androstan-17-ol,  acetate,  (17/3)- 


27736-62-5 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C21H34O2 

Androstan-17-one,  cyclic  1,2-ethanediyl  acetal 


27736-67-0 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C21H34O2  30801-12-8 

2-Pentenoic  acid,  5-(decahydro-5,5,8a-trimethyl-2-methylene- 
l-naphthalenyl)-3-methyl-,  methyl  ester,  [lS-[la(.E),4a/3,8aa]]- 


Me OC(  0)  CH  = CMe CH2  CH2 
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60- 

40- 
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318  C21H34O2  33892-12-5 

1-Phenanthrenecarboxylic  acid,  1, 2, 3, 4, 4a, 4b, 5, 6, 7, 8, 10, 10a- 
dodecahydro-l,4a-dimethyl-7-(l-methylethyl)-,  methyl  ester, 
[li?-(la,4a/3,4ba,7a,10aa)]- 


C(  0)  OMe 
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I^llL 

■'  ..lit Ll- 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2443 


318  C21H34O2  33892-13-6 

1-Phenanthrenecarboxylic  acid,  1, 2, 3, 4, 4a, 4b, 5, 6, 7, 8, 10, 10a- 
dodecahydro-l,4a-dimethyl-7-(l-methylethyl)-,  methyl  ester, 
[l/?-(la,4a/3,4b/3,7/3,10aa)]- 


318  C21H34O2  33892-15-8 

1-Phenanthrenecarboxylic  acid,  1, 2, 3, 4, 4a, 5, 6, 7, 8, 9, 10, 10a- 
dodecahydro-l,4a-dimethyl-7-(l-methylethyl)-,  methyl  ester, 
[!/?-(!«, 4a£, 70, 10aa)]- 


C(  0)  OMe 


318  C21H34O2  33892-14-7 

1-Phenanthrenecarboxylic  acid,  1, 2, 3, 4, 4a, 5, 6, 7,8, 9, 10, 10a- 
dodecahydro-l,4a-dimethyl-7-(l-methylethyll-,  methyl  ester, 
[!/?-( la, 4ad, 7a,  10aa)]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C21H34O2  33892-16-9 

1-Phenanthrenecarboxylic  acid,  1, 2, 3, 4, 4a, 4b, 5, 6, 7, 9, 10, 10a- 
dodecahydro-l,4a-dimethyl-7-(l-methylethyl)-,  methyl  ester, 
[l/?-(la,4ad,4ba,7a,10aa)]- 


2444 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  C21H34O2  33892-17-0 

1-Phenanthrenecarboxylic  acid,  1, 2, 3, 4, 4a, 4b, 5, 6, 7, 9, 10, 10a- 
dodecahydro-l,4a-dimethyl-7-(l-methylethyl)-,  methyl  ester, 
[Ifl-(la,4aj8,4ba,7j8,10aa)]- 


318  C21H34O2  33892-19-2 

1-Phenanthrenecarboxylic  acid,  tetradecahydro-l,4a-dimethyl- 
7-(l-methylethylidene)-,  methyl  ester,  [li?-(la,4a/3,4ba,8a/3,= 
10aa)]- 


318  C21H34O2  33892-18-1 

1-Phenanthrenecarboxylic  acid,  1, 2, 3, 4, 4a, 4b, 5, 6, 9, 10, 10a- 
dodecahydro-l,4a-dimethyl-7-(l-methylethyl)-,  methyl  ester, 
[l/?-(la,4a/3,4ba,8ai8,10aa)]- 


318  C21H34O2  33952-78-2 

1-Phenanthrenecarboxylic  acid,  7-ethyl-l,2,3,4,4a,5,6,7,8,9,= 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  methyl  ester,  [IS— 
(la,4aa,7d,10a/3)]- 


C(  0)  OMe 


318 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2445 


318  C21H34O2  54550-06-0 

Androstan-3-one,  17-hydroxy-4, 4-dimethyl-,  (5a, 17$)- 


318  C21H34O2  55101-92-3 

l/f-Cyclohepta[a]naphthalene-4-carboxylic  acid,  2, 3, 4, 4a, 5,6,= 
8,9,10,ll,lla,llb-dodecahydro-4,8,9,llb-tetramethyl-,  methyl 
ester 


—I UT  I 1 1 1 1 1 1 1 1 1 1 1 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


318  C21H34O2  54550-08-2 

Androstan-3-one,  17-hydroxy-2, 4-dimethyl-,  (2a, 4a, 5a, 17$)- 

Me 


318  C21H34O2  55252-96-5 

Androstan-7-one,  cyclic  1,2-ethanediyl  acetal 


Me 


2446 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


318 


318  C21H34O2  57344-99-7 

Androstan-17-one,  3-ethyl-3-hydroxy-,  (5a)- 

Me 


318  C22H22S  24523-63-5 

Sulfide,  propyl  trityl 

Ph  3 CSP  r 
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318  C21H38N2  7050-25-1 

5a-Pregnane-3/3,20a-diamine 

Me 


318  C22H38O  15071-57-5 

Benzene,  l-methoxy-3-pentadecyl- 


318  C23H26O  38765-75-2 

Bicyclo[2.2.1]heptan-2-ol,  3-(diphenylmethylene)-l, 7, 7-dimethyl-, 
exo- 


318  C22H22O2 

Benzenepropanol,  2-methoxy-a,a-diphenyl- 


aCH2  CH2  CPh  2 OH 

- 


56052-54-1 
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319  CnFbsNOsSh  55887-45-1 

Propanoic  acid,  3-[methyl[2-oxo-2-[(trimethylsilyl)oxy]ethyl]  = 

amino]-3-oxo-,  trimethylsilyl  ester 

1 

1 

Me3 S i OC(  O)  CH2  NMe COCH2  C(  O)  OSi Me3 

■I.  ■ ■■  1 ll 

1.  1 lip  . I,ll.  llll 

II,  1 .1,1..,.  I„  l.ll.  , 1,  . 

1 r— 

1 1- 
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318  C25H18 

9H-Fluorene,  9,9-diphenyl- 


20302-14-1 
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319  Ci2H25N05Si2  55557-20-5 

Propanoic  acid,  2-methyl-3-oxo-3-[[2-oxo-2-[(trimethylsilyl)  = 
oxy]ethyl](trimethylsilyl)amino]- 

S i Me  3 
I 

Me 3 S i OC(  0) CH2  NC0CHMeC02H 


III  ' ill,'  ■ L_1 

J _i uL a, ...  1- 
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319  C13H15CI2NO4 

L-Valine,  N-[(2,4-dichlorophenoxy)acetyl]- 

0CH2C0NHCH(C02H)  CHMe 2 


7407-66-1 


319  Ci3H33N02Si3  39508-23-1 

Butanoic  acid,  4-[bis(trimethylsilyl)amino]-,  trimethylsilyl  ester 

S i Me  3 
I 

Me3  S i OC(  0)  (CH2)3NSiMe3 
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319  C13H33NO2S13  55125-15-0 

Propanoic  acid,  3-[bis(trimethylsilyl)amino]-2-methyl-,  tri^ 
methylsilyl  ester 


S i Me  3 
I 

Me3  S i OC(  0)  CHMeCH2  NSi  Me 3 


319  Ci3H33N02Si3  55649-90-6 

Butanoic  acid,  2-[bis(trimethylsilyl)amino]-,  trimethylsilyl  ester 


Si  Me 3 

I 

Me3 S i OC(  0)  CHEt  NSi  Me3 


319  C14H25NO5S  56678-63-8 

a-DL-Xylofuranose,  5-0-(l-methylethyl)-l,2-0-(l-methyl= 
ethylidene)-,  dimethylcarbamothioate 


Me2NC(S) 


319  C14H25NO7  36663-25-9 

a-D-Glucopyranoside,  methyl  2-(acetylmethylamino)-2-deoxy- 
3,4-di-O-methyl-,  6-acetate 


MeN(Ac) 


319  C14H25NO7  36663-29-3 

a-D-Galactopyranoside,  methyl  2-(acetylmethylamino)-2- 
deoxy-3,4-di-0-methyl-,  6-acetate 


MeN(Ac) 
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319  C16H14N.CIO4  16192-31-7 

Quinolinium,  l-methyl-2-phenyl-,  perchlorate 


Me 
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319  C16H14N.CIO4  52806-09-4 

Isoquinolinium,  2-methyl-l-phenyl-,  perchloroate 


Ph 
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319  C16H17NO4S  18303-11-2 

Carbamic  acid,  (p-tolylsulfonyl)-,  phenethyl  ester 

SO2  NHC(  O)  OCH2  CH2  Ph 


Me 
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319  C16H17NO4S  32363-30-7 

Carbamic  acid,  (p-tolylsulfonyl)-,  a-methylbenzvl  ester 


319  CieHnNOe  55191-48-5 

Spiro  [benzofuran-2  (3H),  1 '— [ 3]  cyclohexene] -2',  3-dione,  7- 
amino-4,4',6-trimethoxy- 


NH2 


319  CieHnNOe  55191-49-6 

Spiro[benzofuran-2(3/7),l'-[2]cyclohexene]-3,4'-dione,  7- 
amino-2',4,6-trimethoxy- 


NH2 
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319  CieHnNOe  55191-50-9 

Spiro[benzofuran-2(3/f),r-[2]cyclohexene]-3,4'-dione,  5- 
amino-2',4,6-trimethoxy- 


319  CieHasNCbSh  55125-13-8 

l/i-Indole-2-acetic  aciid,  l-(trimethylsilyl)-,  trimethylsilyl  ester 


S i Me  3 

I 


319  Ci6H25N02Si2  56114-66-0 

l//-Indole-3-acetic  acid,  l-(trimethylsilyl)-,  trimethylsilyl  ester 

S i Me  3 
I 


319  C17H21NO5  3660-65-9 

li7,6H-5,llb-Ethano[l,3]dioxolo[4,5-;]phenanthridine-l,2-diol, 
2,3,4,4a-tetrahydro-7-methoxy- 


J 
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319  C17H21NO5  4673-18-1 

Crinan-l,3-diol,  7-methoxy-,  (la, 3a)- 


MeO 


CH2C(  0)  OSi  Me3 
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319  C17H21NO5  54346-04-2 

4-Isobenzofuranol,  octahydro-3a,7a-dimethyl-,  4-nitrobenzoate, 
(3aa,4/3,7aa)-(±)- 


Me 


NO2 


319  CisHnNsO  15998-18-2 

4(l//)-Pteridinone,  2-amino-5,6,7,8-tetrahydro-6,7-diphenyl- 


0 


319  C18H25NO4  7679-02-9 

Serratinine,  14-deoxy-14-oxo-,  acetate  (ester) 

OAc 


fW 
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319  C18H26CIN3  54-05-7 

l,4_Pentanediamine,  Ar4-(7-chloro-4-quinolinyl)-N1,N1-diethyl- 


NHCHMe ( CH2 ) 3 NE t 2 


319  Ci9H2iFeN  12148-88-8 

Ferrocenamine,  N-benzyl-N-ethyl- 


<0] — Fe jQ>“NCH2Ph 
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319  C19H29NO3  55044-20-7 

Benzoic  acid,  3-[(2,2-dimethyl-l-oxobutyl)amino]-5-(3- 
methylbutyl)-,  methyl  ester 


E t CMe2  CONH  CH2CH2CHMe2 


C(  0)  OMe 


319  C20H21N3O  55669-92-6 

2-Pyrrolidinone,  l-[l-[3-(2-aminophenyl)-l/f-indol-l-yl]ethyl]- 


1 

CHMe 

I 


319  C21H21NO2  43044-10-6 

2-Azabicyclo[2.2.2]oct-5-ene-2-carboxylic  acid,  3-phenyl-, 
phenylmethyl  ester,  (la,3/3,4a)- 
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319  C22H25NO  6372-29-8 

Methanone,  ( l-cyclohexyl-3-phenyl-2-aziridinyl)  (4-methylphenyl)-, 
trans- 


Ph 


319  C22H25NO  6372-59-4 

Methanone,  [1,1  '-biphenyl]  -4-yl(l-cyclohexyl-3-methyl-2- 
aziridinyl)-,  cis- 

Ph 
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319  C22H25NO  6476-39-7 

Methanone,  (l-cyclohexyl-3-phenyl-2-aziridinyl)(4-methylphenyl)-, 

CiS- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


319  C22H25NO  32044-50-1 

Methanone,  [l,l'-biphenyl]-4-yl(l-cyclohexyl-3-methyl-2- 
aziridinyl)-,  trans- 


320  C5Hi3ISn  23268-95-3 

Stannane,  iodoisopropyldimethyl- 

Me2  Sn I ( Pr  - i ) 


320  CeHFia  355-37-3 

Hexane,  1,1,1,2,2,3,3,4,4,5,5,6,6-tridecafluoro- 

F 2 CHCF  2 CF  2 CF  2 CF  2 CF  3 
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319  C23H29N  55044-19-4 

Bicyclo[2.2.2]octan-l-amine,  4-methyl-N,N-bis(phenylmethyl)- 

CH2Ph 

1 

NCH2  Ph 


u 1 L 

Li 
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320  C6HF13 

Hexane,  1,1,1,2,2,3,3,4,4,5,6,6,6-tridecafluoro- 

F 3 CCHF  CF  2 CF  2 CF  2 CF  3 


1998-54-5 
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320  CeHFia  1998-67-0 

Hexane,  1,1,1,2,2,3,3,4,5,5,6,6,6-tridecafluoro- 


320  C9H9Cl5Si 

Silane,  trimethyl(pentachlorophenyl)- 


6782-83-8 


F3CCF2CHFCF2CF2CF3 


320  C8Hi609S2  29709-44-2 

a-D-Xylopyranoside,  methyl,  2,4-dimethanesulfonate 


0S02Me 


320  CgHsFsOaRu  55836-26-5 

Ruthenium,  dicarbonyl(?j5-2,4-cyclopentadien-l-yl)(trifluoroacetyl)- 
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320  CgHiaBrSn 

Stannane,  (4-bromophenyl)trimethyl- 


937-11-1 


320  C12H4CI4O2  1746-01-6 

Dibenzo[6,e][l,4]dioxin,  2,3,7,8-tetrachloro- 
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320  Ci2H904Rh  24151-55-1 

Rhodium,  dicarbonyl(l-phenyl-l,3-butanedionato-0,0’)- 


n n 

Y 

HCS^° 

Me 
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320  Ci2H2s04Si3  56051-48-0 

Propanedioic  acid,  (trimethylsilyl)-,  bis(trimethylsilyl)  ester 

Si  Me3 
I 

Me 3 S i OC(  0)  CHC(  0)  OS  i Me 3 


310  320  330  3*0  350  360  370  380  390  400  410  420  430  440  450 


320  Ci2H32N202Si3  55124-76-0 

Alanine,  AMtrimethylsilyl)-3-[(trimethybilyl)amino]-,  trimethylsilyl 
ester 

NHSi Me3 
I 

Me3 S i OC(  0)  CHCH2 NHSi  Me 3 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


320  Ci4H2408  56687—69—5 

D-Allitol,  6-deoxy-3-C-methyl-2-0-methyl-,  triacetate 


Ac 0CH2  CH(  OMe  ) CMe(  OH)  CHCHMeOAc 


320  Ci4H24S4  17749-62—1 

2,4,6,8-Tetrathiaadamantane,  1,3,5,7,9,9,10,10-octamethyl- 
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320  C14H32S11  19411-60-0 

Stannane,  tributylethyl- 

(CH2  ) 3 Me 

Me  ( CH2  ) 3 Sn  E t (CH2)3Me 


320  C15H10CI2N2O2  846-49-1 

2/i-l,4-Benzodiazepin-2-one,  7-chloro-5-(2-chlorophenyl)-l,~ 
3-dihydro-3-hydroxy- 
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u 

320  C15H16N2O6  50618-96-7 

Acetamide,  N-[3,4-bis(acetyloxy)-5-(2-furanyl)-l-methyl-l//- 
pyrrol-2-yl]- 

OAc 

AcO 


AcNH  Me 


100  j 
80  - 
60  - 
40- 
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320  C15H20S11  19713-80-5 

Stannane,  triallylphenyl- 

CH2CH  = CH2 
1 

H2  C = CHCH2  Sn  Ph  CH2  CH  = CH2 


320  CieHieCb  39689-32-2 

2/f-l-Benzopyran-3,5,7-triol,  2-(3,4-dihydroxy-5-methoxy= 
phenyl)-3, 4-dihydro-,  cis-(±)- 


OMe 


HO 
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320  CieHseCLSi  4766-57-8 

Silicic  acid  (FLSiCL),  tetrabutyl  ester 

0(  CH2  )aMe 

Me  ( CH2  ) 3 OS  i 0(  CH2  ) 3 Me 
I 

Me ( CH2 ) 3 0 


320  C17H20O6 

Phenol,  4,4'-methylenebis[2,6-dimethoxy- 


OMe 


OMe 


15640-40-1 


320  C17H20O6  33771-01-6 

4//-Pyran-4-one,  2,2'-isopropylidenebis[3-methoxy-6-methyl- 


0 0 
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320  Ci8Hi6Fe02  1294-22-0 

Ferrocene,  [2-(methoxycarbonyl)phenyl]- 


C(0)0Me 


320  C18H16N4O2  19226-31-4 

Benzoic  acid,  anhydride  with  N-(4,5-dimethyl-lH-l,2,3-tri  = 
azol-l-yl)benzenecarboximidic  acid 


Me 


N — N 


2458 
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320 


320  C18H16N4O2  19226-35-8 

Benzamide,  Ar-benzoyl-A^-(4,5-dimethyl-l/f-l,2,3-triazol-l-yl)- 


Me 


Me 


N — N 
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320  C18H16N4O2  19362-42-6 

Formanilide,  Ar-methyl-4'-[(3-methyl-5-oxo-l-phenyl-2- 
pyrazolin-4-ylidene)amino]- 


Me 


Ph  0 


320  C18H16N4O2  29366-68-5 

s-Triazine-2-carbamic  acid,  4,6-diphenyl-,  ethyl  ester 


Ph 


320  C18H16N4O2  31504-92-4 

1,2-Propanediol,  l-(l-phenyl-l//-pyrazolo[3,4-fa]quinoxalin-3-yl)-, 
(2S)- 


Ph 

I 


CH2CH(OH)  CH2OH 


320  C18H16N4O2  56804-89-8 

1,2-Propanediol,  l-(l-phenyl-l/f-pyrazolo[3,4-6]quinoxalin-3-yl)-, 

[S-(R*,S*))~ 
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320  C18H24O5  55712-72-6 

7if-6,9a-Methanocycloocta[£>]furan-7,10-dione,  2, 3, 3a, 4,5,6- 
hexahydro-9-hydroxy-2,2-dimethyl-8-(3-methyl-l-oxobutyl)- 


320  C18H28N2O3  36101-26-5 

Lycocernuine,  acetate  (ester) 


320  Ci8H2803Si  56700-90-4 

4-Octen-3-one,  l-[3-methoxy-4-[(trimethvlsilyl)oxy]phenyl]- 


CH2  CH2  COCH : CHP  r 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


320  C19H20N4O  4719-47-5 

2-Pyrazolin-5-one,  4-[[4-(dimethylamino)-o-tolyl]imino]-3- 
methyl-l-phenyl- 


320  C19H22F2O2  2991-05-1 

Estra-l,3,5(10)-trien-17-one,  16,16-difluoro-3-methoxy- 


Me 
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320  C19H28O4  26055-31-2 

2-Cyclohexene-l-carboxylic  acid,  2-(7-hydroxy-3-methyl-l,3- 
octadienyl)-l,3-dimethyl-4-oxo-,  methyl  ester,  [R-[R*,S*~ 
(E,E)]]- 


C(  0)  OMe 
Me 


.XI.. 


CHCMe  = CHCH2  CH2  CH( OH ) Me 


320  C19H28O4 

Isophthalic  acid,  decyl  methyl  ester 


O' 


C ( O)  0(  CH2  ) 9 Me 


C(  0)  OMe 


33975-27-8 


320  C19H28O4  51107-83-6 

19-Norkauran-18-oic  acid,  2-hydroxy-15-oxo-,  (2/3, 4a)- 


320  C20H16O4  5333-03-9 

2,5-Cyclohexadiene-l,4-dione,  2,5-bis(4-methoxyphenyl)- 
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320  C20H17PS  23861-47-4 

10/i-Phenothiaphosphine,  2,8-dimethyl-10-phenyl- 


320 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2461 


320  C20H18P2  56700-81-3 

1,4-Benzodiphosphorin,  l,2,3,4-tetrahydro-l,4-diphenyl- 


Ph 

I 


I 

Ph 


320  C20H29FO2  22034-57-7 

Estr-5(10)-en-17-ol,  3-fluoro-,  acetate,  (3/3,17/3)- 


320  C20H29FO2  22034-58-8 

Estr-5(10)-en-17/3-ol,  3a-fluoro-,  acetate 

Me 
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320  C20H32OS  5783-86-8 

5tt-Androstan-17(8-ol,  2/3,3/3-epithio-2-methyl- 


:u_l 

ll LiL Liu dlu U 

1 Lilli l 1 llll 1 
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320  C20H32O3  1438-57-9 

Spiro[furan-2(3H),r(4'/f)-naphthalene]-5-azetic  acid,  4,4'a,5,=: 
5',6',7',8',8'a-octahydro-2',5,5',5',8'a-pentamethyl-,  [rfl-[l'a= 
(S*),4'aa,8'ad]]- 
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320 


320  C20H32O3  22376-06-3 

Kauran-18-oic  acid,  16-hydroxy-,  (4a)- 


320  C20H32O3 

Benzoic  acid,  4-(dodecyloxy)-,  methyl  ester 


Me ( CH2 ) 1 1 0 


C(  0) OMe 


40654-49-7 


320  C20H32O3  57495-57-5 

9//-Naphtho[2,l-5]pyran-9-one,  3-ethenyldodecahydro-7- 
(hydroxymethyl)-3,4a,7,10a-tetramethyl-,  [3R-(3a,4ad,6aa,:=: 
7a,lOa0,lOba)]- 


■u. 

lL_u 

ILlU 

II.,  . 1.1  llll.l.  1.  ijllll l.lll.. I.I.I..  . 1 1. 
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320  C21H20O3  21272-73-1 

3(4H)-Dibenzofuranone,  4a,9b-dihydro-6-(6-hydroxy-m- 
tolyl)-8,9b-dimethyl- 


Me 


320  C21H24N2O  15317-66-5 

Spiro[cycloheptane-l,3'-indoline]-2'-carboxanilide 


10  20  30 


320 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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320  C21H24N2O  55724-71-5 

Aspidofractinine-l-carboxaldehyde,  3-methylene-,  (2a, 5a)- 


CH  : 0 CH2 


320  C21H24N2O  56053-16-8 

Curan,  1 -acetyl-16, 17,19, 20-tetradehydro- 


320  C21H36O2  1438-55-7 

1-Naphthalenepentanoic  acid,  l,4,4a,5,6,7,8,8a-octahydro-d,2,= 
5,5.8a-pentamethyl-,  methyl  ester,  [lS-[la(i?*),4ad,8aa]]- 
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BO 
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Me  OC(  0)  CH2  CHMe  CH2  CH2 


, J,  ,1,1, 4 
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320  C21H36O2  2463-03-8 

5,8,11-Eicosatrienoic  acid,  methyl  ester 

Me  ( CH2  ) 7 CH  : CHCH2  CH  = CHCH2  CH  = CH  ( CH2  ) 3 C(  0)  OMe 


320  C21H36O2  4614-69-1 

1-Phenanthrenecarboxylic  acid,  7-ethyltetradecahydro-l,4a,7- 
trimethyl-,  methyl  ester,  [l/?-(la,4ad,4ba,7d,8a/3,10aa)]- 
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320 


320  C21H36O2  13008-80-5 

5/?,9/?H,10a:-Labd-8(20)-en-15-oic  acid,  methyl  ester,  (13S)-(-)- 

Me 


MeOC(  0)  CH2  CHMe CH2  CH2 


320  C21H36O2  14617-65-3 

1-Phenanthrenecarboxylic  acid,  tetradecahydro-l,4a-dimethyl- 
7-(l-methylethyl)-,  methyl  ester,  [(lE)-la,4a/3,4bcv,7d,8aa,10aa']- 


C(  0)  OMe 
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320  C21H36O2  17364-32-8 

8,11,14-Eicosatrienoic  acid,  methyl  ester 

Me  ( CH2  ) 4 CH  = CHCH2  CH  = CHCH2  CH  = CH(  CH2  ) 6 C(  0)  OMe 
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320  C21H36O2  19941-28-7 

1-Phenanthrenecarboxylic  acid,  tetradecahydro-l,4a-dimethyl- 
7-(l-methylethyl)-,  methyl  ester,  [lR-(la,4aj3,4ba,7/3,8a/3,10aa)]- 


C(  0)  OMe 


320  C21H36O2  21061-10-9 

8,11,14-Eicosatrienoic  acid,  methyl  ester,  ( Z,Z,Z)~ 

Me  ( CH2  ) 4 CH  = CHCH2  CH  = CHCH2  CH  : CH  ( CH2  ) 6 C(  0)  OMe 


320 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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320  C21H36O2  21537-53-1 

1-Phenanthrenecarboxylic  acid,  tetradecahydro-l,4a-dimethyl- 
7-(l-methylethyl)-,  methyl  ester,  [lfi-(l«,4ad,4bd,7/J,8a/i,10a«)]- 


320  C21H36O2  30223-51-9 

7,10,13-Eicosatrienoic  acid,  methyl  ester 

Me  ( CH2  )5  CH=CHCH2CH  = CHCH2CH  = CH(  CH2  ) s C(  0)  OMe 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


320  C21H36O2  30257-01-3 

1-Phenanthrenecarboxylic  acid,  7-ethyltetradecahydro-l,4a,7- 
trimethyl-,  methyl  ester,  [lft-(la,4a/J,4ba,7/3,8aa,10aa)]- 
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320  C21H36O2  32208-29-0 

Podocarpan-15-oic  acid,  13-isopropyl-,  methyl  ester 


C(  0) OMe 


320  C21H36O2  33536-88-8 

l//-Cyclohepta[a]naphthalene-4-carboxylic  acid,  tetradeca^ 
hydro-4,8,9,1  lb-tetramethyl-,  methyl  ester 
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320  C21H36O2  33892-02-3 

1-Phenanthrenecarboxylic  acid,  7-ethyltetradecahydro-l,4a,7- 
trimethyl-,  methyl  ester,  [lR-(la,4ad,4ba,7a,8a/3,10aa)]- 


Me 
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320  C21H36O2  33892-03-4 

1-Phenanthrenecarboxylic  acid,  7-ethyltetradecahydro-l,4a,7- 
trimethyl-,  methyl  ester,  [lR-(la,4ad,4ba,7a,8aa,10aa)]- 


Me 


320  C21H36O2  36237-72-6 

6,10,14-Hexadecatrienoic  acid,  3,7,11,15-tetramethyl-,  methyl  ester, 

[R-(E,E)]~ 

Me OC ( 0)  CH2  CHMe  CH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe  CH2  CH2  CH  = CMe 2 


320  C21H36O2  36237-73-7 

8,12-Tetradecadienoic  acid,  5-ethenyl-3,5,9,13-tetramethyl-,  methyl 
ester 


CH:CH2 

I 

Me2 C : CHCH2  CH2  CMe  =CHCH2  CH2  CMeCH2  CHMe CH2  C(  0)  OMe 


320  C21H36O2  55682-88-7 

11,14,17-Eicosatrienoic  acid,  methyl  ester 

Me OC(  0)  ( CH2  )9  CH  = CHCH2CH:CHCH2CH:CHEt 


320  C21H36O2  56053-10-2 

Pregnane-18, 20-diol,  (5a)- 


CH2  oh 
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10  20  30 


320 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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320  C22H24O2  31991-64-7 

Benzo[fe]triphenylene-9,14-dione,  1, 2, 3, 4, 5,6,7, 8,8a,  8b.  14a,  14b- 
dodecahvdro- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

320  C22H24O2  50592-56-8 

Cyclohexanepropanal,  l-methyl-2-oxo-6,6-diphenyl- 


CH2  CH2  cho 

Me 
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320  C22H24O2  55090-59-0 

6,12-Methano-6H.12H-[l]benzopyrano[4,3-d][l]benzoxocin, 
4b,5,12a,13-tetrahydro-6.13,13-trimethyl- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


320  C23H28O  55823-02-4 

3-Buten-2-one,  l-[4-(l,l-dimethylethyl)-2,6-dimethylphe= 
nyl]-3-(3-methylphenyl)- 


Me 

CH2 

XC““Q 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


320  C25H20 

Benzene,  lJMM,lM,-methanetetrayltetrakis- 


630-76-2 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2468 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


320 


250  260  270  280  290  300 


321  CsHsBrzNOS 

Thiazolo[3,2-a]pyridinium,  5,7-dibromo- 
hydroxide,  inner  salt 


30277-20-4 

8-hydroxy-3-methyl-, 


160  170  180  190  200  210  220  230  240 


321  C9H9Br2N02 

Benzene,  l,3-dibromo-2,4,6-trimethyl-5-nitro- 


40572-27-8 


310  320  330  340  350  360  370  380  390 


321  C11H13CI2N3O4  26389-78-6 

Benzenamine,  Ar,N-bis(2-chloroethyl)-4-methyl-2,6-dinitro- 

N02  CH2CH2C1 
nch2  ch2  Cl 
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321  C11H15NS5  57274-40-5 

2,4,6,8,9-Pentathiatricyclo[3.3.1.13.7]decane-l-propanenitrile, 
3,5,7-trimethyl- 


■h1 


\S~  CH2CH2CN 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


321  C12H13CI2NO5 

L-Threonine,  A7-[(2,4-dichlorophenoxy)acetyl]- 


50648-99-2 


321 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


321  Ci2H3iN03Si3  7364-48-9 

L-Serine,  iV,0-bis(trimethylsilyl)-,  trimethylsilyl  ester 

NHS i Me3 
I 

Me3  S i OC(  0)  CHCH2  OS  i Me 3 


■ ..Mill..  . I-. 
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321  Ci3Hi8F3N303  55145-65-8 

L-Histidine,  l-methyl-iV-(trifluoroacetyl)-,  butyl  ester 


NHCOCF  3 
N 1 

^ CH2  CHC(  0)  0(  CH2  ) 3 Me 


, -4 1-1 Jlldl  • , aL 

U 
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321  Ci3H23N5OSi2  56272-93-6 

4(l/f)-Pteridinone,  2-amino-7-methyl-,  bis(trimethylsilyl)  deriv. 


Mev 


y NHg 

I M + 


321  C14H12N.I 

Phenanthridinium,  5-methyl-,  iodide 


5412-06-6 


321  C15H15NO5S  17037-46-6 

Isobenzofuran-4,7-imine-l,3-dione,  hexahydro-8-[(4-methyl= 
phenyl)sulfonyl]-,  (3aa,4a,7a,7aa)- 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


2TMS 
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321  C16H13CI2NO2  56772-32-8 

2-Azetidinone,  3,4-dichloro-l-(4-methoxy[l,l'-biphenyl]-2-yl)- 


321  C18H15N3O3  21589-32-2 

Cyclohexanone,  2-(2-nitro-l(5if)-phenazinylidene)- 


321  C18H19N5O  27808-00-0 

2-Pyrazolin-5-one,  l-(p-aminophenyl)-4-[[p-(dimethyl= 
amino)phenyl]imino]-3-methyl- 


0 


Me 
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321  C18H27NO4  3327-34-2 

Lycofawcine,  dehydro- 
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321  C18H27NO4  5532-09-2 

Serratinine,  8-acetate 

OAc 

Me 


321 
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321  C18H27NO4 

Serratinine,  14-acetate 


5532-10-5 


321  C19H19N3O2  38940-72-6 

3-Pyridinecarboxylic  acid,  5-(l,2,3,4,5,6-hexahydroazepino[4,5- 
6]indol-5-yl)-,  methyl  ester,  (-)- 


C(  0)  OMe 


321  C21H39NO  56600-05-6 

Pyrrolidine,  l-[8-(2-hexylcyclopropyl)-l-oxooctyl]- 


Me(  CH2  )5 


(CH2)7CO  — 


321  C20H19NO3  7008-42-6 

7//-Pyrano[2,3-c]acridin-7-one,  3,12-dihydro-6-methoxy- 
3,3,12-trimethyl- 


321  C21H39NO 

9-Octadecenamide,  N-cyclopropyl- 


NHCO( CH2 ) 7 CH  = CH(  CH2 )7  Me 


56630-45-6 


321  C21H39NO 

Azetidine,  l-(l-oxo-9-octadecenvl)- 


CO(  CH2  I 7 CH ' CH  ( CH2  ) 7 Me 

□ 


56667-16-4 
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321  C22H27NO  127-35-5 

2,6-Methano-3-benzazocin-8-ol,  l,2,3,4,5,6-hexahydro-6,ll- 
dimethyl-3-(2-phenylethyl)- 


Me 


322  C5H4CI6O3  5634-37-7 

Ethanol,  2,2,2-trichloro-,  carbonate  (2:1) 

Cl  3CCH2  0C(  0)  0CH2CCI  3 


322  C5H9Br30  1522-92-5 

1-Propanol,  3-bromo-2,2-bis(bromomethyl)- 

CH2  Br 
I 

Br  CH2  CCH2  OH 
I 

Br  CH2 


322  CsIMnOs  14879-42-6 

Manganese,  pentacarbonyliodo-,  (OC-6-22)- 

c = o 


322  C6H6Be40i3  42556-30-9 

Beryllium,  hexakis[Ai-(formato-0:0')]-/i4-oxotetra- 

o<^o- 


322 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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322  CioHeCLFe 

Ferrocene,  l,l',2,2'-tetrachloro- 


33306-54-6 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


322  CioHeCLFe 

Ferrocene,  1,2,3,4-tetrachloro- 


33306-63-7 


"Fe rO) — Cl 


322  C11H12CI2N2O5  56-75-7 

Acetamide,  2,2-dichloro-Af-[2-hydroxy-l-(hydroxymethyl)-2- 
(4-nitrophenyl)ethyl]-,  [/?-(/?*,/?*)]- 


,CH(  OH) CHNHCOCHCI 2 
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322  Ci2H6CLS  55741-09-8 

Benzene,  1,1  thiobis— , tetrachloro  deriv. 


SPh2  + 4CI 
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Ci2H260eSi2 

53319-85-0 

Butanedioic  acid,  2,3-bis[(trimethylsilyl)oxy]-,  dimethyl  ester, 

(. R*,S *)- 

OS i Me  3 

OS  i Me  3 
I I 

Me OC(  O) CHCHC( 0) OMe 
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322  Ci2H2606Si2  55659-11-5 

3,6-Dioxa-2,7-disilanonane-4,5-dicarboxylic  acid,  2, 2,7,7- 
tetramethyl-,  dimethyl  ester,  [R-(R*,R*)]~ 

OS  i Me  3 

OS i Me  3 
I I 

MeOC(  0)  CHCHC(  0)  OMe 


322  CuHasOsSh  57456-93-6 

Butanedioic  acid,  2,3-bis[(trimethylsilyl)oxy]-,  dimethyl  ester, 
[S-(R*,R*)]~ 

OS  i Me  3 

OS i Me  3 
I I 

MeOC(  0)  CHCHC(  0)  OMe 


322  Ci3H8Br2  16433-88-8 

9/i-Fluorene,  2,7-dibromo- 
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20 
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322  C13H11N2O6P  18621-10-8 

Phosphinic  acid,  bis(m-nitrophenyl)-,  methyl  ester 


1 |,I|M||.| 1 — 1 1 1 , 1 r i"  1 1 1 1— 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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322  C13H19FO8  32934-08-0 

Galactopyranoside,  methyl  4-deoxy-4-fluoro-,  triacetate,  a-D- 


OAc 


322  C13H20F6O2  38274-67-8 

1,3-Dioxolane,  4-ethyl-5-hexyl-2,2-bis(trifluoromethyl)-,  trans- 

Et 


(CH2  )5Me 


F3C 


O 
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322  C13H20F6O2  38274-70-3 

1,3-Dioxolane,  4,5-dibutyl-2,2-bis(difluoromethyl)-,  cis- 


322  C13H20F6O2  38274-68-9 

1,3-Dioxolane,  4-pentyl-5-propyl-2,2-bis(trifluoromethyl)-,  cis- 


( CH2 ) 4 Me 


F3C 


-l.l 

ll  1, 

jJ a 

, 1,.  . 
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322  C13H20F6O2  38274-69-0 

1,3-Dioxolane,  4-pentyl-5-propyl-2,2-bis(trifluoromethyl)-,  trans- 


( CH2  ) 4 Me 


F3C-  .0 
F 3 C 

0 


( CH2  ) 3 Me 


(CH2  ) 3 Me 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


322  C13H20F6O2  38274-71-4 

1,3-Dioxolane,  4,5-dibutyl-2,2-bis(trifluoromethyl)-,  trans- 

f3C^/0s .(  CH2  ) 3 Me 

F 3 C ' 

0- 

( CH2  ) 3 Me 
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322  C13H20F6O2  38363-95-0 

1,3-Dioxolane,  4-heptyl-5-methyl-2,2-bis(trifluoromethyl)-,  cis- 


( CH2 ) 6 Me 


F3C 
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322  C13H20F6O2  38363-96-1  322  Ci4HiiBr02S  3406-64-2 

1,3-Dioxolane,  4-heptyl-5-methyl-2,2-bis(trifluoromethyl)-,  trans-  Benzene,  l-bromo-4-[(2-phenylethenyl)sulfonyl]- 


.F  3 C 


Me 


F3C 


(CH2  ) 6 Me 
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322  C13H20F6O2  38363-97-2 

1,3-Dioxolane,  4-ethyl-5-hexyl-2,2-bis(trifluoromethyl)-,  cis- 


f3c 


Et 


F3C 


( CH2  ) 5 Me 


322  Ci3H27Br02Si  34176-84-6 

Decanoic  acid,  10-bromo-,  trimethylsilyl  ester 

Br  ( CH2  ) 9 C(  O)  OS  i Me3 


SO2  CH  = CHPh 


322  C14H26O8  19285-93-9 

Mannitol,  1,3,4,5-tetra-O-methyl-,  diacetate,  D- 

OAc 

I 

Ac  OCH2  CH  ( OMe  ) CH(OMe)  CH(OMe)  CHCH2  0Me 


322  C14H26O8  19318-49-1 

Galactitol,  1,3,4,5-tetra-O-methyl-,  diacetate 

OAc 

AcOCH2CH(  OMe)  CH(  OMe)  CH(  OMe  ) CHCH2  OMe 
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322  ChHmOs  25521-30-6 

D-Galactitol,  1,3,4,5-tetra-O-methyl-,  diacetate 


322  C15H22N4O4 

5-Nonanone,  (2,4-dinitrophenyl)hydrazone 


3657-08-7 


Ac OCH2  CH(  OMe  ) CH(  OMe  ) CH(  OMe  ) CHCH2  0Me 


(CH2  ) 3 Me 

I 

,NHN  = C(  CH2  ) 3Me 


322  CuHsiBrOSi  26305-83-9 

Silane,  [ ( 1 l-bromoundecyl)oxy  ] trimethyl- 

Br ( CH2  ) 11  OSi  Me3 


322  CisHhOs  14090-56-3 

1 ,4-Naphthoquinone,  2-acetyl-5,8-dihydroxy-3,6,7-trimethoxy- 

0 OH 


0 OH 


02N 


NO2 


322  CieHisClOs  17793-62-3 

Spiro  [benzofuran-2(  3//),  1 ’— [ 2]  cyclohexene] -3, 4 '-dione,  7- 
chloro-4,6-dimethoxy-6'-methyl- 
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322  CieHisClOs  26881-69-6 

Spiro  [benzofuran-2  (3//),  1 '—[3]  cyclohexene] -2',  3-d  ione,  7- 
chloro-4,6-dimethoxy-6'-methyl- 


ci 
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322  CieHisClOs  26881-78-7 

Spiro[benzofuran-2(3/f),r-[3]cyclohexene]-2',3-dione,  7- 
chloro-6-hydroxy-4'-methoxy-4,6'-dimethyl- 


ci 


322  CieHisClOs  26942-70-1 

Spiro[benzofuran-2(3/f),r_cyclohexane]-2',3,4'-trione,  7- 
chloro-6-methoxy-4,6'-dimethyl- 


ci 
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322  C16H15CIO5  55191-47-4 

Spiro  [benzofuran-2(3H),r-[2]cyclohexene]-3,4'-dione,  7- 
chloro-21 ,6-dimethoxy-4-methyl- 


ci 


322  C17H14N4O3  51471-67-1 

l//-Pyrazole-4,5-dione,  3-(acetyloxy)-l-phenyl-,  4-(phenyl:=: 
hydrazone) 


OAc 


322  C17H22O6  22621-72-3 

Azuleno[4,5-5]furan-2,9-dione,  6-[(acetyloxy)methyl]deca= 
hydro-6a-hydroxy-9a-methyl-3-methylene-,  [3aS-(3aa,6/3,~ 
6aa,9a/3,9ba)]- 


, 1 , 1, 
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322  CisHioOe  5103-42-4 

[2,2'-Bi-l//-indene]-l,r,3,3'(2//,2'H)-tetrone,  2,2'-dihydroxy- 


100 

80- 
60- 
40  - 
20- 
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322  CigHuOs  521-52-8 

Benzeneacetic  acid,  a-(3-hydroxv-5-oxo-4-phenyl-2(5H)- 
furanylidene)-,  methyl  ester,  (£)- 


OH 


0 


322  CisPbeOs  33374-28-6 

1,2-Benzenedicarboxylic  acid,  2-butoxyethyl  butyl  ester 


aC(  0)  OCH2  CH2  0(  CH2  ) 3 Me 
C(  0)  0(  CH2  ) 3 Me 


322  CisPbeOs  56554-81-5 

Benzeneoctanoic  acid,  3-methoxy-2-(methoxycarbonyl)-,  methyl 
ester 


OMe 


Jl  CH2  )7  C(  0)  OMe 
C ( 0 1 OMe 
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322  CigHisBr  596-43-0 

Benzene,  l,l',l"-(bromomethylidyne)tris- 

Ph3  CBr 


322  C19H30O4  41853-34-3 

Androstan-17-one,  3,5,14-trihydroxy-,  (3d,5a,14d)~ 

Me 
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322  C19H30S2  32388-57-1 

1,3-Dithiolane,  2-(l,3,4,4a,5,6,7-hexahydro-2,5,5-trimethyl- 
2/7-2, 4a-ethanonaphthalen-8-yl)-2-methyl- 


Me 


322  C20H18O4  32507-61-2 

2-Propen-l-one,  l-(5,8-dihydroxy-2,2-dimethyl-2//-l-benzo:=: 
pyran-6-yl)-3-phenyl-,  (E)- 


HO 


322  C20H18O4  33545-33-4 

3-Furoic  acid,  2,5-dihydro-5-oxo-2,2-di-p-tolyl-,  methyl  ester 


Me 


— 1 r1 1 1 1 1 1 1 1 1 r 1 1 1 1 — 
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322  C20H22N2O2  509-15-9 

Gelsemine 


CH=CH2 


322  C20H22N2O2  4939-81-5 

Condyfolan-16-carboxylic  acid,  2,14,16,19-tetradehydro-,  methyl 
ester,  (14/?)- 


C(  0)  OMe 
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322  C20H22N2O2  5545-94-8 

Oxayohimban-19-one,  16-ethylidene-,  (16Z)- 


322  C20H22N2O2  6393-66-4 

l,16-Cyclocorynan-17-oic  acid,  19,20-didehydro-,  methyl  ester, 
(16S.19E)- 


322  C20H22N2O2  20434-87-1 

1,4,2,5-Dioxadiazine,  3,6-bis(2,4,6-trimethylphenyl)- 


Me 


322  C20H22N2O2  55724-69-1 

Aspidofractinine-l-carboxaldehyde,  3-oxo-,  (2«,5a)- 


CH : 0 0 


322  C21H19CIO  33966-10-8 

Phenethyl  alcohol,  a-benzyl-p-chloro-a-phenyl- 
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322  C21H26N2O 

Diaziridinone,  bis(l,l-dimethyl-2-phenylethyl)- 


0' 


CMe2  CH2  Ph 

I 

N 


CMe2 CH2  Ph 


19694-14-5 


322  C21H26N2O  55103-46-3 

Aspidofractinine,  17-methoxy-3-methylene-,  (2a, 5a)- 


MeO  CH2 
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322  C21H26N2O  55856-76-3 

2,20-Cycloaspidospermidine-3-methanol,  6,7-didehydro-l-methyl-, 
(3d, 5a,  12/3, 19a, 20/?)- 


322  C21H38O2  2463-02-7 

11,14-Eicosadienoic  acid,  methyl  ester 

MeOC(  0) ( CH2 ) 9 CH:CHCH2CH  = CH( CH2 ) 4 Me 


322  C21H38O2  10152-66-6 

Cyclopropaneoctanoic  acid,  2-[(2-pentylcyclopropyl)methyl]-, 
methyl  ester,  trans,trans- 

Me  OC(  0)  ( CH2  ) 7 ( CH2  ) 4 Me 


322 
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322  C21H38O2  10152-67-7 

Cyclopropanepropionic  acid,  2-[(2-decylcyclopropyl)methyl]-, 
methyl  ester 


MeOC(O)  CH2CH2  ( CH2  ) 9 Me 


322  C21H38O2  10152-68-8 

Cyclopropanebutyric  acid,  2-[(2-nonylcyclopropyl)methyl]-,  methyl 
ester 


MeOC(O)  (CH2)3  ( CH2  ) 8 Me 


322  C21H38O2  10152-69-9 

Cyclopropanenonanoic  acid,  2-[(2-butylcyclopropyl)methyl]-,  methyl 
ester 


MeOC(O)  (CH2)8  (CH2)3Me 
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322  C21H38O2  30223-50-8 

10,13-Eicosadienoic  acid,  methyl  ester 

MeOC( 0)  (CH2 )8  CH  = CHCH2CH=CH( CH2 ) 5 Me 
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322  C21H38O2  56599-56-5 

8,11-Eicosadienoic  acid,  methyl  ester 

MeOC(  0)  ( CH2  ) 6 CH  = CHCH2  CH  = CH  ( CH2  ) 7 Me 
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322  C21H38O2  56599-57-6 

11,13-Eicosadienoic  acid,  methyl  ester 

Me  ( CH2  )5  CH:CHCH  = CH(  CH2  ) 9 C(  0)  OMe 
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322 


322  C21H38O2  56687-67-3 

Cyclopropaneoctanoic  acid,  2-[(2-pentylcyclopropyl)methyl]-, 
methyl  ester 

MeOC(O)  (CH2  )7  ( CH2  ) 4 Me 


322  C21H38O2  56687-68-4 

[l,l'-Bicyclopropyl]-2-octanoic  acid,  2'-hexyl-,  methyl  ester 


A A 

MeGC( 0) ( CH2 ) 7 


( CH2  ) 5 Me 


322  C22H26O2  55823-07-9 

8-Oxatricyclo[5.4.1.02.5]dodeca-6,ll-dien-12-one,  2, 5, 6,9,9- 
pentamethyl-4-phenyl- 


322  C23H18N2  25649-70-1 

4/7-1, 2-Diazepine,  3,5,7-triphenyl- 


Ph 


322  C23H30O  29549-26-6 

2-Butanone,  l-(4-ter/-butyl-2,6-xylyl)-3-o-tolyl- 


323 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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322  C23H46 

Cyclohexane,  (1-octylnonyl)- 


55124-77-1 


Cr 


( CH2  ) 7 Me 
I 

CH( CH2  )7  Me 
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322  C24H34 

l,l’-Biphenyl,  dodecyl- 


55125-26-3 


(CH2)„Me 


323  C7F11NO  734-30-5 

3-Oxa-4-azabicyclo[4. 2.0] oct-1  (6)-ene,  2,2,5,5,7,7,8,8-octa= 
fluoro-4-(trifluoromethyl)- 


323  C11H11CI2NO4S 

L-Cysteine,  Ar-[(2,4-dichlorophenoxy)acetyl]- 


50649-00-8 
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323  C11H13N7O3S  47220-10-0 

lH-Pyrazole-l-carboximidamide,  4-[ [4-(aminosulfonyl)phe= 
nyl]hydrazono]-4,5-dihydro-3-methyl-5-oxo- 


Me 


NNH 


/ 


S02NH2 


HN " C( NH2 ) 
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323  Ci2H3oN03PSi2  55108-65-1 

Phosphonic  acid,  [l-[(l-methylethylidene)amino]propyl]-,  bis— 
(trimethylsilyl)  ester 

OS  i Me  3 

I 

Me  2 C : NICHE  t POS  i Me3 

II 
0 


323  Ci2H3oN03PSi2  55108-72-0 

Phosphonic  acid,  [3-[(l-methylethylidene)amino]propyl]-,  bis= 
(trimethylsilyl)  ester 

OS i Me 3 

I 

Me2  C = N( CH2 ) 3 POS i Me3 

II 
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323  Ci5H25N03Si2  55133-85-2 

Glycine,  A^-benzoyl-N-(trimethylsilyl)-,  trimethylsilyl  ester 


S i Me  3 

I 

Me3  S i OC(O) CH2  NCOPh 
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323  Ci6H2iN06  55145-64-7 

Acetamide,  Af-[2-(acetyloxy)-2-[4-(acetyloxy)-3-methoxy= 
phenyl]ethyl]-N-methyl- 


OAc 

I 

CHCH2N(  Ac  )Me 


323  C18H29NO4 

Lycopodane-5,8,12-triol,  5-acetate,  (5/3,8P,15S)- 


3175-90-4 


323  C19H17NO2S 

p-Toluenesulfonanilide,  2-phenyl- 


aNHS02 
Ph 


24310-30-3 
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323  C19H17NO4  27067-70-5 

7H-Pyrano[2,3-c]acridin-7-one,  3,12-dihydro-6,ll-dihydroxy- 
3,3,12-trimethyl- 


323  C20H25N3O  50-37-3 

Ergoline-8-carboxamide,  9,10-didehydro-iVv/V-diethyl-6-methyl-, 
(8/3)- 


323  C21H21N.CIH  969-33-5 

Piperidine,  4-(5//-dibenzo[a,d]cyclohepten-5-ylidene)-l-methyl-, 
hydrochloride 


• HCI 


323  C19H33NO3  18318-77-9 

20-Norlabdan-15-oic  acid,  8-oxo-,  oxime,  (13 /?)-(+)- 


HO2  CCH2  CHMeCH2  CH2 
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323  C21H41NO  56630-49-0 

9-Octadecenamide,  N-propyl- 

Me{  CH2  ) 7 CH  = CH ( CH2  ) 7 CONHPr 
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323  C21H41NO 

9-Octadecenamide,  N-(l-methylethyl)- 

Me  ( CH2 ) 7 CH  = CH ( CH2 ) 7 CONHP  r - i 


56630-50-3 
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323  C21H41NO 

Pyrrolidine,  l-(15-methyl-l-oxohexadecyl)- 


56630-53-6 


O 


^CO(  CH2  ) 1 3 CHMe2 


323  C21H41NO 

Pyrrolidine,  l-(l-oxoheptadecyl)- 


56630-54-7 


o 


. CO(  CH2  ) 1 5 Me 


270  280  290  300 


323  C21H41NO 

Pyrrolidine,  l-(7-methyl-l-oxohexadecyl)- 


56630-56-9 


O 


N CO(  CH2  ) 5 CHMe  ( CH2  ) e Me 
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323  C21H41NO 

Pyrrolidine,  l-(3-methyl-l-oxohexadecyl)- 


56630-57-0 


o 


- COCH2  CHMe ( CH 2 ) 1 2 Me 
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323  C21H41NO 

Pyrrolidine,  l-(3,6,13-trimethyl-l-oxotetradecyl)- 


56630-60-5 


O 


n-COCH2  CHMe  CH2  CH2  CHMe  ( CH2  ) 6 CHMe 2 
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Cyclobuta[a]naphthalen-4(3/f)-one,  2a,8b-dihydro-2-phenyl- 
l-(3-pyridinyl)- 
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Pyridine,  2,4,6-triphenyl-,  1-oxide 
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Methanone,  (3,5-diphenyl-l/i-pyrrol-2-yl)phenyl- 
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Perrhenic  acid  (HReCU),  trimethylsilyl  ester 
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Cl~  OMe 


Me 
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Iron,  dicarbonyl(775-2,4-cyclopentadien-l-yl)  (2,2,3,3,3-penta= 
fluoro-l-oxopropyl)- 
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l,l'-Biphenyl,  pentachloro- 
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Molybdenum,  dicarbonyl(r)5-2,4-cyclopentadien-l-yl)(phenylazo)- 
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4f/-l-Benzopyran-2-carboxylic  acid,  7-hydroxy-6,8-dinitro-4-oxo-, 
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methoxyphenyl)-,  ethyl  ester 
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324  C14H16N2O7  55334-27-5 

6H-Furo[2',3’:4,5]oxazolo[3,2-c]pyrimidin-6-one,  3-(acetyl= 
oxy)-2-[(acetyloxy)methyl]-2,3,3a,9a-tetrahydro-7-methyl-, 
[2R-(2a,3/3,3ad,9ad)]- 
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chloro-4-hydroxy-6-methoxy-6'-methyl- 
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1,2,4-Benzenetriol,  6-[(acetyloxy)methyl]-,  triacetate 


CH2  OAc 
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Spiro[benzofuran-2(3//),r-cyclohexane]-2',3,4'-trione,  7- 
chloro-6-hydroxy-4-methoxy-6'-methyl- 
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324  CisHieOs  30358-74-8 

1, 7-Dioxaspiro[4. 4]  nonane-2, 6-dione,  8-(l,2-dihydroxyethyl)- 
9-hydroxy-4-(4-hydroxyphenyl)-,  [5S-[5a(.ft*),8a(R*),9/3i]- 


324  C15H17CIN2O4  57396-64-2 

2,4,6(lH,3//,5//)-Pyrimidinetrione,  5-(3-chloro-2-hydroxy= 
propyl)-!  ,3-dimethyl-5-phenyl- 
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2,6-Diazatricyclo[3.3.1.13'7]decane-4,8-diol,  2-methyl-6-(phe=: 
nylsulfonyl)-,  (la, 3/3, 4/3, 5a, 7/3, 8a)- 
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Nickel,  [[2,2'-[l,2-ethanedivlbis(nitrilomethylidvne)]bis[pheno= 
lato]  ] (2 -)-N,N' ,0,0']-,  (SP-4-2)- 
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Spiro[benzofuran-2(3/7),r-cyclohexane]-3,4'-dione,  7-chloro- 
4,6-dimethoxy-6'-methyl- 
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Spiro[benzofuran-2(3H),r-cyclohexane]-2',3-dione,  7-chloro- 
4,6-dimethoxy-6'-methyl- 
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Bicyclo[2.2.2]oct-2-ene-2,3-dicarboxylic  acid,  l-hydroxy-8,8- 
dimethyl-5-oxo-,  dimethyl  ester,  acetate 
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Azuleno[4,5-5]furan-2(3/7)-one,  9a-[(acetyloxy)methyl]deca= 
hydro-6a,9-dihydroxy-6-methyl-3-methylene-,  [3aS-(3aa,= 
6d,6aa,9/3,9a/3,9ba)]- 
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2,5-Cyclohexadiene-l,4-dione,  2,5-dihydroxy-3,6-bis(4- 
hydroxyphenyl)- 


OH 
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324  C18H16N2S2  17004-43-2 

Indole,  3,3'-(dithiodimethylene)di- 


324  C18H12O6  10048-13-2 

7/f-Furo[3',2':4,5]furo[2,3-c]xanthen-7-one,  3a,12c-dihydro-8- 
hydroxy-6-methoxy-,  (3& R-cis)- 


HO  0 OMe 
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9/i-Xanthen-9-one,  4-(3-furanyl)-3,8-dihydroxy-l-methoxy- 


324  C18H17FN4O  27808-01-1 

2-Pyrazolin-5-one,  4-[ [p-(dimethylamino)phenyl] imino]-l-(p- 
fluorophenyl)-3-methyl- 
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324  C19H20N2O3  129-20-4 

3,5-Pyrazolidinedione,  4-butyl-l-(4-hydroxyphenyl)-2-phenyl- 
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2tf-Pyran-2-carboxylic  acid,  3,6-dihydro-6-propoxy-,  4— (1— 
methylethyl)cyclohexyl  ester 


OPr 


C(  0)  0CH2 
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Naphtho[l,2-d]-l,3-dioxole,  9-(l, 3-benzodioxol-5-yl)-6, 7,8,9- 
tetrahydro-7, 8-dimethyl-,  [7S-(7a,8/3,9a)]- 
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1,4-Cvclohexanediol,  dibenzoate 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


- 

T ,U  .Til ll 

• -« 

324  C20H20O4  21142-52-9 
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ene-5',2"(3"/f)-furan]-6'-one,  4”,5”-dihydro-4"-methylene- 
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[3,6'-Bi-2//-l-benzopyran]-7,7'-diol,  3',4’-dihydro-2',2'-dimethyl- 
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324  C20H20O4  56588-57-9 

llH-Cyclopenta[a]phenanthrene-15-carboxvlic  acid,  12, 13,16, - 
17-tetrahydro-17-hydroxy-3-methoxy-13-methyl-,  (l3S-cis)- 

Me 
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Cinchonan-9-ol,  6'-methoxy-,  (9S)- 
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324  C20H24N2O2  6711-69-9 

Condyfolan-16-carboxylic  acid,  2,16-didehydro-,  methyl  ester 
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Gelsemine,  18,19-dihydro- 
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324  C20H24N2O2  30171-06-3 

Seredamine,  1-demethyl- 
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Pvridine,  l,r-[l,2-phenylenebis(l-oxo-2,l-ethanediyl)lbis[l,~ 
2,3,4-tetrahydro- 


324  C20H24N2O2  54965-82-1 

Aspidofractinin-6-one,  17-methoxy- 


MeO 
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Bicyclo[4.1.0]hept-3-ene-2,5-dione,  3,7,7-trimethyl-,  5-[ (4,7,7- 
trimethyl-5-oxobicyclo[4.1.0]hept-3-en-2-ylidene)hydrazone] 
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324  C20H24N2O2  55724-66-8 

Aspidofractinin-3-one,  17-methoxy-,  (2a, 5a)- 


324  C20H24N2O2  56259-10-0 

Akuammilan-17-ol,  10-methoxy- 
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324  C20H28N4  35035-71-3 

1,2,4,5-Tetrazine,  hexahydro-l,4-bis(3-phenylpropyl)- 

( CH2  ) 3 Ph 

HN  N ' 

I I 

Ph ( CH2  ) 3 
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4-Hexadecynoic  acid,  2-ethoxy-,  ethyl  ester 
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Benzenamine,  4,4'-azobis|7V,Ar-diethyl- 
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Aspidofractinin-17-ol,  1-ethyl- 
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Aspidofractinine,  6-methoxy-l-methyl-,  (6/3)— 


Me 


100 
60 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

iJLJ 

160  170 

180  190  200  210  220  230  240  250  260  270  280  290  300 

^ H r- 

324  C21H28N2O  56053-42-0 

2,20-Cycloaspidospermidine-3-methanol,  1-methyl-,  (2a, 30,= 
5a,  12d,  19a,  20/?)- 
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11-Eicosenoic  acid,  methyl  ester 

Me  ( CH2  ) 7 CH  = CH(  CH2  ) 9 C(  0)  OMe 
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324  C21H40O2  55133-84-1 

2-Undecenoic  acid,  2-methyl-3-octyl-,  methyl  ester 

( CH2  ) 7 Me 
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Docosane,  6-methyl- 
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Thiazolo[3,2-a]pyridinium,  7-bromo-2,3-dihydro-8-hydroxy- 
5-methyl-,  bromide 
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Phosphonic  acid,  [3-(acetylamino)propyl]-,  bis(trimethylsilyl)  ester 
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Valeric  acid,  5-[(2-indol-3-ylethyl)selenyl]- 


H 


CH2  CH2  Se  ( CH2  ) 4 CO2  H 


325  Ci6H23N06  315-22-0 

20-Norcrotalanan-ll,15-dione,  14, 19-dihydro-12, 13-dihydroxy-, 
(13a, 14a)- 
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325  Ci7H24ClN03  34277-38-8 

Cyclohexanol,  l,l'-(4-chloro-2,6-pyridinediyl)bis-,  N-oxide 


325  CisHieNOsP  3848-51-9 

Phosphoramidic  acid,  phenyl-,  diphenyl  ester 

OPh 
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PhOPNHPh 

II 
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325  C19H19NO4  298-45-3 

5/f-Benzo[g]-l,3-benzodioxolo[6,5,4-de]quinolin-12-ol,  6,7,7a,0 
8-tetrahydro-l  l-methoxy-7-methyl-,  (S)- 


325  C23H19NO  15183-48-9 

Benzenamine,  A^-(3',3'-dimethylspiro[9H-fluorene-9,2'-oxe° 
tan]-4'-ylidene)- 
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IH-1, 2, 3-Triazole,  1 -benzoyl-4, 5-diphenyl- 
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3-Cyclohexen-l-amine,  2,5,6-triphenyl-,  (la, 2a, 5a, 6/3)- 
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325  C24H23N  33512-00-4 

3-Cyclohexen-l-amine,  2,5,6-triphenyl-,  (la, 2/3, 5/3, 6/3)— 


Ph 


326  C2HeFe2N404S2  16071-96-8 

Iron,  bis[M-(methanethiolato)]tetranitosyldi-,  (Fe-Fe)- 


\ L 

1/1 

"Fe — SC 


-NEO  + 


326  C8H5BrMo03  12079-79-7 

Molybdenum,  bromotricarbonyl(775-2,4-cyclopentadien-l-yl)- 
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326  C9H23N203PSSi2  56051-81-1 

Phosphonic  acid,  [2-(carbonothioylhydrazino)ethyl]-,  bis(tri= 
methylsilyl)  ester 
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Phosphonic  acid,  [l-(carbonothioylhydrazino)ethyl]-,  bis(tri= 
methylsilyl)  ester 
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326  CnHisOSs  21404-63-7 

2,4,6,8,9-Pentathiaadamantane-3-methanol,  a,a,l,5,7-pentamethyl- 
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Cl2H24Bf2 


55334-42-4 


Dodecane,  1,2-dibromo- 

Me(  CH2  ) 9 CHBr  CH2  Br 
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Undecane,  l,2-dibromo-2-methyl- 

Me  ( CH2  ) 8 CB r Me  CH2  Br 
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Stannane,  tributylchloro- 
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326  Ci2H27ClSn 

Stannane,  chlorotris(2-methylpropyl)- 

C I Sn  ( Bu  — i ) 3 
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326  Ci3H6F4Fe02  12110-35-9 

Iron,  dicarbonyl-7r-cyclopentadienyl(2,3,5,6-tetrafluorophenyl)- 
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Piperazine,  l,4-bis[(l,l-dimethylethyl)dithio]- 
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326  C15H13F3N2O3  51770-10-6 

Ethanone,  2,2,2-trifluoro-l-[5-(4-morpholinyl)-2-phenyl-4- 
oxazolyl]- 

COCF  3 


Ph 
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4//,5a/f,9/f-Furo[2,3-6]furo[3',2':2,3]cyclopenta[l,2-c]furan- 
2,4,7(3tf,8//)-trione,  9-(l,l-dimethylethyl)-10,10a-dihydro- 
8,9-dihydroxy-,  [5aS-(3aR*,5a«,8d,8ai?*,9a,10ao')]- 

HO  t-Bu 


no 
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Acetic  acid,  [2,5-bis(trimethylsiloxy)phenyl]-,  methyl  ester 


OS  i Me 3 


OS  i Me  3 
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Acetic  acid,  [3,4-bis(trimethylsiloxy)phenyl]-,  methyl  ester 


CH2  C(  O)  OMe 


326  Ci5H2604Si2  37148—61—1 

Benzeneacetic  acid,  3-methoxy-4-[(trimethylsilyl)oxy]-,  tri  = 
methylsilyl  ester 


CH2C(  O)  OSi  Me3 
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Benzeneacetic  acid,  a,4-bis[(trimethylsilyl)oxy]-,  methyl  ester 
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Benzeneacetic  acid,  4-methoxy-a-[(trimethylsilyl)oxy]-,  tri= 
methylsilyl  ester 


OS i Me 3 
I 

CHC( 0) OS i Me 3 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


326  Ci5H26Sn  950-11-8 

Stannane,  tris(l-methylethyl)phenyl- 

PhSn ( P r - i ) 3 
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Stannane,  phenyltripropyl- 
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326  C15H28B2O6  54400-84-9 

a-D-Mannopyranoside,  methyl,  cyclic  2,3:4,6-bis(butylboronate) 
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Urea,  iV-(4-methoxyphenyl)-iV'-(5-phenyl-l,2,4-thiadiazol-3-yl)- 
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326  C16H14N4O4  976-25-0 

3-Buten-2-one,  4-phenyl-,  (2,4-dinitrophenyl)hydrazone 


02N 


326  C16H22O7  19764-36-4 

/3-D-Glucopyranoside,  3-(4-methoxyphenyl)-2-propenyl 


326  CisHuOe  3811-29-8 

2/f,6/f-Pyrano[3,2-6]xanthen-6-one,  5,9,10-trihydroxy-2,2- 
dimethyl- 

HO 
HO 


0 OH 


326  C18H14S3  38443-42-4 

[l,2]Dithiolo[l,5-6][l,2]dithiole-7-SIV,  2-(4-methylphenyl)-5- 
phenyl- 


326  C18H15O4P  115-86-6 

Phosphoric  acid,  triphenyl  ester 
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326  C18H18N2O2S  34532-47-3 

1-Naphthalenesulfonamide,  5-(dimethylamino)-N-phenyl- 

SO2  NHPh 


Me  2 N 


326  CigHisOs  530-22-3 

5-Benzofuranpropanol,  2-(l,3-benzodioxol-5-yl)-7-methoxy- 


HO(  CH2  )3 


326  C19H22N2OS  61-00-7 

Ethanone,  l-[10-[3-(dimethylamino)propyl]-10/f-phenothiaz= 
in-2-yl]- 


( CH  2)3 NMe  2 


326  C19H22N2O3  3329-95-1 

l/7-12a,5-(Epoxymethano)pyrido[3',4':5,6]cyclohept[l,2-5]:= 
indole-14-one,  2,3,4,4a,5,6,ll,12-octahydro-5-(hydroxy= 
methyl)-!  2-methyl- 


Me 


CH2  OH 


326  C19H22N2O3  55702-36-8 

Azecino[4,5,6-cd]indole-ll-carboxylic  acid,  6-acetyl-2,6,7,10,= 
ll,12-hexahydro-8-methyl-,  methyl  ester 


Me  Ac 
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326  C20H22O4  2680-81-1 

Phenol,  4-[2,3-dihydro-7-methoxy-3-methyl-5-(l-propenyl)- 
2-benzofuranyl]-2-methoxy- 

MeO 


MeCH=CH 


326  C20H22O4  4433-08-3 

[l,l'-Biphenyl]-2,2'-diol,  3,3'-dimethoxy-5,5'-di-2-propenyl- 
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[3,6'-Bi-2//-l-benzopyran]-7,7'-diol,  3,3',4,4'-tetrahydro-2',2’- 
dimethyl- 


326  C20H22O4  55334-39-9 

2//,8//-Benzo[l,2-5:5,4-5']dipyran-2-one,  5-methoxy-8,8-di  = 
methyl-10-(3-methyl-2-butenyl)- 


CH2  CH : CMe2 


OMe 
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1-Butanone,  l-(4-fluorophenyl)-4-(4-phenyl  1-piperazinyl)- 


rr 


(CH2)3CO 
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326  C20H26N2O2 

Ajmalan-17,21-diol,  (17/?, 21a)- 


4360-12-7 


326  C20H26N2O2  2134-96-5 

8//-Azecino[5,4-6]indol-8-one,  5-ethylidene-l,2,3,4,5,6,7,9- 
octahydro-6-(2-hydroxyethyl)-3-methyl-,  [S-(.E)  ]- 

HOCH2CH2  p 
MeCH, 


326  C20H26N2O2  3382-95-4 

Eburnamenine-14-methanol,  14,15-dihydro-14-hydroxy-,  (3a,  = 
14/3,16  a)- 


326  C20H26N2O2  5523-47-7 

Indolo[2,3-a]quinolizin-2-ethanol,  /3-ethylidene-l,2,3,4,6,7,= 
12,12b-octahydro-3-(hydroxymethyl)- 

CH2OH 
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C=CHMe 

CH2OH 


HOCH2  Et 
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Eburnamenine-14-methanol,  14,15-dihydro-14-hydroxy-,  (3a,  = 
14a, 16a)- 
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326  C20H26N2O2  55724-48-6 

Dasycarpidan-l-methanol,  acetate  (ester) 


CH2  OAc 
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Aspidofractinin-3-ol,  17-methoxy-,  (2a, 5a)- 


MeO  OH 
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Corynan-17-ol,  18,19-didehydro-10-methoxy- 
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326  C20H38O3  4500-01-0 

9-Octadecenoic  acid  (Z)-,  2-hydroxyethyl  ester 

Me  ( CH2  ) 7 CH  = CH  ( CH2  ) 7 C(  O)  OCH2  CH2  OH 
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326  C20H38O3  54725-53-0 

Nonadecanoic  acid,  18-oxo-,  methyl  ester 

MeCO(  CH2  ) 1 6 C(  O)  OMe 


2514 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


326 


326  C20H38O3  55334-38-8 

Cyclopropanedecanoic  acid,  2-hexyl-a-hydroxy-,  methyl  ester 


Me(CH2)5  ( CH2  ) 8 CH ( OH)  C(  0)  OMe 
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326  C21H30N2O  56009-13-3 

4,21-Secoajmalan-17-ol,  4-methyl-,  (17/?)- 


326  C21H26O3  4368-11-0 

Pregna-l,4-diene-3,ll,20-trione 

Me 


326  C21H26O3  5195-83-5 

Podocarpa-l,12-diene-A14’«-acetic  acid,  7-hydroxy-8,13-di~ 
methyl-3-oxo-,  5-lactone 
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Curan-17-ol,  1-ethyl-,  (16a)- 
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326  C21H42O2  1118-77-0 

Hexadecanoic  acid,  3,7,11,15-tetramethyl-,  methyl  ester 
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Octadecanoic  acid,  propyl  ester 
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326  C21HU2O2  55334-33-3 

Nonadecanoic  acid,  11-methyl-,  methyl  ester 


326  C21H42O2 

Butanoic  acid,  3-methyl-,  hexadecyl  ester 
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326  C21H42O2 

1,3-Dioxane,  4,5-dimethyl-2-pentadecyl- 
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1,3-Dioxepane,  5-methyl-2-pentadecyl- 


56599-34-9 
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326  C21H42O2  56599-35-0 

1 ,3-Dioxolane,  4-(l-methylethyl)-2-pentadecyl- 
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326  C21H42O2  56599-77-0 

1,3-Dioxane,  4,6-dimethyl-2-pentadecyl- 


Me 
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1,3-Dioxolane,  4-ethyl-4-methyl-2-pentadecyl- 


Me 


326  C21H42O2  56599-79-2 

1 ,3-Dioxolane,  4,4,5-trimethyl-2-pentadecyl- 


326  C22H14O3  19725-29-2 

Coumarin,  3-benzoyl-4-phenyl- 


Ph 


326  C22H,8N20  56771-67-6 

2//-l,5-Benzodiazepin-2-one,  l,3-dihydro-3-phenyl-4-(phe= 
nylmethyl)- 
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326  C22H30O2  2205-92-7 

Cyclopropa[16,17]pregn-4-ene-3,20-dione,  3',16-dihydro-,  (160)- 


Ac 
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19-Norpregn-4-ene-3,20-dione,  10-vinyl- 


13258-85-0 
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Pregna-4,16-diene-3,20-dione,  16-methyl- 


Mt 


13485-43-3 
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326  C22H30O2  22160-86-7 

Podocarpa-6,8,ll,13-tetraen-12-ol,  13-isopropyl-,  acetate 

OAc 

Pr-i 


Me 


326  C22H34N2  6877-20-9 

23-Norcona-5,18(22)-dienin-3-amine,  N-methyl-,  (30)- 
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327 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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326 

1-Docosanol 


C22H46O 


661-19-8 


327  CeHsCleNs  949-42-8 

1 ,3,5-T riazine,  2-methyl-4,6-bis(trichloromethyl)- 


Me  ( CH2  ) 2 1 OH 


326  C25H26  13619-64-2 

Methane,  cyclohexyltriphenyl- 

^''Vj*'CPh3 


TY 


CCI  3 


N 


Y 


N 


327  CePLBraN  147-82-0 

Benzenamine,  2,4,6-tribromo- 


327  C4H12Cl2NPSSn  41006-32-0 

Phosphoramidothioic  dichloride,  methyl(trimethylstannyl)- 

S = PCI  2 NMe  Sn Mes 
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Br 
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327  C7H4Br2ClN02  55956-19-9 

Benzene,  2-chloro-l-(dibromomethyl)-4-nitro- 
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327  CglfeNCLPSSL  56051-85-5 

Phosphoric  acid,  2-isothiocyanatoethyl  bis(trimethylsilyl)  ester 

OS  i Me  3 

I 

SCNCH2  CH2  OPOS i Me  3 

II 
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327  CioH26N05PSi2  55334-45-7 

Phosphoric  acid,  2-(ethoxyimino)ethyl  bis(trimethylsilyl)  ester 

OS i Me 3 

I 

E t ON  = CHCH2  OP  OS  i Me  3 

II 
O 


327  CioHsoNOsPSis  53044-36-3 

Phosphonic  acid,  [[(trimethylsilyl)amino]methyl]-,  bis(trimethylsilyl) 
ester 


OS i Me3 

I 

Me3  Si  NHCH2  POSi  Me3 


327  C12H25NO5S2  3509-37-3 

D-Glucose,  6-acetamido-6-deoxy-,  diethyl  acetal 

ACNHCH2  CH(  OH)  CH(  OH)  CH(  OH)  CH(  OH)  CH(  SE  t ) 2 


327 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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327  C12H25NO5S2  42890-21-1 

D-Galactose,  2-(acetylamino)-2-deoxy-,  1— (diethyl  mercaptal) 


327  CisHnNOaS  55837-12-2 

1-Naphthalenesulfonic  acid,  5-(dimethylamino)-,  phenyl  ester 


CH( SEt  ) 2 

HOCH2  CH(  OH)  CH(  OH)  CH(  OH)  CHNHAc 
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327  CisHnNsCh.BrH  23008-60-8 

Acetamide,  N-[2-[2-(phenylimino)-3-oxazolidinyl]ethyl]-,  mo= 
nohydrobromide 


NPh 


v_y 


• HBr 


327  C14H11CI2NO2S  54090-92-5 

Sulfoximine,  N-(2,6-dichlorobenzoyl)-S-methyl-S-phenyl- 


327  CisHnNOs  17014-54-9 

l,3-Dioxolo[4,5-6]acridin-10(5H)-one,  ll-ethoxy-4-methoxy- 
5-methyl- 


327  CisHnNOs  17014-57-2 

l,3-Dioxolo[4,5-c]acridin-6(ll//)-one,  5-ethoxy-4-methoxy- 
11-methyl- 


0 OEt 
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327  C19H21NO2S  56666-86-5 

Spiro[9/f-fluorene-9,2'(3'H)-thiophen]-4-amine,  4',5'-dihydro- 
AC/V,3'-trimethyl-,  l'.l'-dioxide 


NMe  2 


327  C19H21NO4  476-70-0 

4/i-Dibenzo[de,g]  quinoline-2, 9-diol,  5,6,6a,7-tetrahydro-l,10- 
dimethoxy-6-methyl-,  (S)- 


OH 


327  C19H21NO4  3019-51-0 

4//-Dibenzo[de,g]quinoline-l,9-diol,  5,6,6a,7-tetrahydro-2,10- 
dimethoxy-6-methyl-,  (S)- 

OMe 


327  C19H21NO4  33863-49-9 

Spiro[indan-2,l'(2'/f)-isoquinoline]-l,3-diol,  3',4’-dihydro- 
6',7'-dimethoxy- 


327  C19H22FN3O  1649-18-9 

1-Butanone,  l-(4-fluorophenyl)-4-[4-(2-pyridinyl)-l-piperazinyl]- 


327 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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327  C20H25NO3  2609-29-2 

Phenol,  3-[2-(dimethylamino)ethyl]-6-methoxy-2-[2-(4-meth:= 
oxyphenyDethenyl]-,  ( E )- 


CH2CH2NMe2 


OMe 


327  C20H25NO3  16767-25-2 

7-Isoquinolinol,  l,2,3,4-tetrahydro-6-methoxy-l-[(4-methoxy= 
phenyl)methyl]-2,8-dimethyl- 


^Me 


327  C20H25NO3  23185-95-7 

Morphinan-6-one,  8,14-didehydro-3-methoxy-17-methyl-,  cyclic 
ethylene  acetal 


r a 


327  C21H14FN3  22158-35-6 

as-T riazine,  3-(p-fluorophenyl)-5,6-diphenyl- 


Ph 


327  C21H17N3O  56701-36-1 

1H-1, 2, 3-Triazole,  4,5-diphenyl-l-(phenylmethoxy)- 


Ph 


2524 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


327 


327  C22H17NO2  26454-88-6 

2-Butene-l,4-dione,  l,4-diphenyl-2-(phenylamino)- 


328 

Methane,  tetrabromo- 


CBr4 


558-13-4 


Ph  COCH : CCOPh 


327  C23H21NO  14251-66-2 

Aniline,  N-(3,3-dimethyl-4,4-diphenyl-2-oxetanylidene)- 


327  C23H21NO  55334-41-3 

2-Propenamide,  S-phenyK/V^/V-bislphenylmethyl)- 

CH2  Ph 
I 

Ph  CH  = CHCONCH2  Ph 


CB  r 4 


328  C9H2iBrSn  2767-61-5 

Stannane,  bromotripropyl- 

Pr  3 Sn  Br 


328  CioHieSe  57274-50-7 

2,4,6,8,9,10-Hexathiatricyclo[3.3.1.13'7]decane,  1,3-dipropyl- 

Pr 


328 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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328  Ci2F8S  7136-57-4 

Dibenzothiophene,  octafluoro- 


328  C12H4F8N2  1038-66-0 

[l,r-Biphenyl]-4,4’-diamine,  2,2',3,3',5,5',6,6'-octafluoro- 


F F 


F F 


328  C13H28O5S2  3806-83-5 

D-Glucose,  3-O-methyl-,  dipropyl  mercaptal 

( Pr  S)2CHCH(  OH)  CH(  OMe  ) CH(  OH)  CH(  OH)  CH2OH 
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328  C15H20O8  19764-02-4 

/3-D-Glucopyranoside,  2-(hydroxymethyl) phenyl,  6-acetate 


OH 


328  C16H28N2O5  56701-25-8 

1,4-Piperazinediacetic  acid,  2-oxo-,  dibutyl  ester 

0*.  .CH2C(0)0(CH2)3Me 

Jo 

Me  ( CH2  ) 3 OC(  0)  CH2 


2526 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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328  CnH2oFe03  38959-33-0 

Iron,  tricarbonyl[(4a,4b,10a,10b-??)-l,2,3,4,5,6,7,8,9,10-deca= 
hydrobenzo[3,4]cyclobuta[l,2]cyclooctene]- 


328  CisHieOe  1098-92-6 

4/i-l-Benzopyran-4-one,  3-hydroxy-5,7-dimethoxy-2-(4- 
methoxyphenyl)- 


328  CisHieOe  17019-78-2 

Benzyl  alcohol,  2,5-dihydroxy-,  2,5-diacetate  benzoate 
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328  CisHieOe  32304-26-0 

3b,9a[3',4’]-Furano-as-indaceno[4,5-c]furan-l,3,ll,13-tetrone, 
3a,4,5,6,7,8,9,9b,10,14-decahydro- 


328  CisHieOe  55334-51-5 

1,4-Benzenedicarboxylic  acid,  [4-(methoxycarbonyl)phenyl]methyl 
methyl  ester 


MeOC(  0) 


C(  0) OCH2 


C(  O)  OMe 


328 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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328  C18H24N4O2  56701-37-2 

5/f,10//-Diimidazo[l,5-o:l',5,-d]pyrazine-5,10-dione,  3,8-di= 
ethyl-1, 6-bis(l-methylethyl)- 


E1  0 Pr-i 


328  CigHsoClOP  29634-14-8 

Phosphinic  chloride,  [3,5-bis(l,l-dimethylethyl)phenyl](l,l- 
dimethylethyl)- 


Bu-t 


L 
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328  C18H32O3S  56554-67-7 

Sulfuric  acid,  5,8,11-heptadecatrienyl  methyl  ester 

Me  OS  ( 0)  0(  CH2  ) 4 CH  : CHCH2  CH  = CHCH2  CH  = CH  ( CH2  ) 4 Me 
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328  C19H24N2OS  60-99-1 

lOH-Phenothiazme-10-propanamine,  2-methoxy-N,N, /3-trimethyl-, 

H- 


CH2  CHMe  CH2  NMe2 
I 


328  C19H24N2O3 

Gelsedine 


7096-96-0 
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328  C19H24N2O3  21451-67-2 

20,21-Dinoraspidospermidine-5,17-diol,  1-acetyl- 
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328  C19H36O4  55334-52-6 

Hexadecanedioic  acid,  3-methyl-,  dimethyl  ester 

MeOC(  0)  ( CH2  ) 1 2 CHMe  CH2  C(  0)  OMe 


328  C20H24O4  4731-87-7 

Phenol,  4-(2,3-dihydro-7-methoxy-3-methyl-5-propyl-2- 
benzofuranyl)-2-methoxy- 


MeO 
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328  C20H24O4  55724-89-5 

Pentanoic  acid,  2,7-naphthalenediyl  ester 


OC(O)  (CH2  ) 3 Me 


328  C20H28N2O2  1850-32-4 

1,3-Propanediol,  2-(3-ethylidene-l-methyl-4-piperidinyl)-2- 
(3-methylindol-2-yl)- 


Me 


328 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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328  C20H28N2O2  11037-96-0 

8/f-Azecino[5,4-5]indol-8-one,  5-ethyl-l,2,3,4,5,6,7,9-octa= 
hydro-6-(2-hydroxyethyl)-3-methyl- 


HOCH2CH2  0 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


328  C20H28N2O2 

Corynan-17-ol,  10-methoxy- 


15266-55-4 
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328  C20H28N2O2 

Aspidospermidin-21-ol,  17-methoxy- 


28189-98-2 


CH2  CH2  oh 
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328  C20H28N2O2  55723-85-8 

Piperidine,  l,l'-[l,4-phenylenebis(l-oxo-2,l-ethanediyl)]bis- 


o 


— COCH2 


o 


U ll 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


328  C20H28N2O2  55724-45-3 

Dasycarpidan-8(16/7) -ethanol,  3,18-didehydro-l-(hydroxymethyl)-, 
(2€,4€)- 


CH2  0H 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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328  C20H28N2O2 

Aspidospermidine-3-methanol,  20-hydroxy- 


CH20H 


56192-91-7 


328  C20H40O3  111-60-4 

Octadecanoic  acid,  2-hydroxyethyl  ester 

Me  ( CH2  ) 1 6 C ( 0 ) OCH2  CH2  OH 


328  C20H40O3  13879-87-3 

1,3-Dioxolane,  2,2-dimethyl-4-[(tetradecyloxy)methyl]- 


CH2  0(  CH2  ) 1 3 Me 
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328  C20H40O3  19013-36-6 

Octadecanoic  acid,  3-methoxy-,  methyl  ester 

Me  ( CH2  ) 1 4 CH(  OMe  ) CH2  C(  O)  OMe 


328  C20H40O3  41015-55-8 

Octadecanoic  acid,  4-methoxy-,  methyl  ester 

MeOC(  O)  CH2CH2CH(  OMe)  ( CH2  ) 1 3 Me 


328  C20H40O3  55334-46-8 

Octadecanoic  acid,  17-methoxy-,  methyl  ester 

MeCH(  OMe  ) ( CH2  ) 1 5 C(  O)  OMe 


328 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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328  C20H40O3  55334-47-9 

Octadecanoic  acid,  18-methoxy-,  methyl  ester 

MeO(  CH2  ) 1 7 C(  0)  OMe 


I 1 *“1 > 1 1 1 1 1 1 1 1 I I 1 
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328  C21H28O3  121-21-1 

Cyclopropanecarboxylic  acid,  2,2-dimethyl-3-(2-methyl-l- 
propenyl)-,  2-methyl-4-oxo-3-(2,4-pentadienyl)-2-cyclo= 
penten-l-yl  ester 


CH=CMe2 


328  C21H28O3  15372-53-9 

Podocarpa-8,ll,13-triene-l,3-dione,  14-isopropyl-13-methoxy- 


328  C21H28O3  17916-84-6 

Pregna-4,6-diene-3,20-dione,  21-hydroxy- 


Me 


2532 
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328 


328  C21H28O3  37717-04-7 

Pregn-9(  1 1 )-ene-3,6,20-trione,  (5a)- 

Me 


328  C21H28O3  56362-36-8 

Pregn-9(ll)-ene-3,6,20-trione,  (5a,  17a)- 


Me 


328  C21H28O3  56771-80-3 

l//-Cyclopenta[a]phenanthren-17-ol,  2,3,4,11,12,13,14,15,16,= 
17-decahydro-3-methoxy-13-methyl-,  acetate 

Me 
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328  C21H28O3  57274-57-4 

2-Naphthalenepropanoic  acid,  /3-butyl-6-methoxy-a,a-dimethyl-, 
methyl  ester 

( CH2 ) 3 Me 

I 


328  C21H44O2  17367—36—1 

1-Propanol,  3-(octadecyloxy)- 

Me(  CH2  ) 1 7 0(  CH2  ) 3 OH 


328 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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328  C22H32O2  127-47-9 

Retinol,  acetate 

Me 


CH  = CHCMe  = CHCH : CHCMe • CHCH2  OAc 


Me 


328  C22H32O2  903-71-9 

Pregn-4-ene-3,20-dione,  6-methyl-,  (6a)- 

Me 


328  C22H32O2  1046-28-2 

Pregn-4-ene-3,20-dione,  17-methyl- 


328  C22H32O2  1239-79-8 

Pregn-4-ene-3,20-dione,  16-methyl-,  (16a)- 

Me 
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328  C22H32O2  1424-09-5 

Pregn-4-ene-3,20-dione,  16-methyl-,  (16/3)— 


328  C22H32O2  1922-34-5 

Pregn-4-ene-3,20-dione,  16-methyl-,  (16/3, 17a)- 


328  C22H32O2  1808-63-5  328  C22H32O2  2300-06-3 

Pregna-5,16-dien-20-one,  3-hydroxy-16-methyl-,  (3/3)-  Pregn-4-ene-3,20-dione,  6-methyl-,  (6/3)- 


328 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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328  C22H32O2  2640-71-3 

Pregn-4-ene-3,20-dione,  7-methyl-,  (7a)- 


328  C22H32O2  4255-80-5 

Pregn-4-ene-3,20-dione,  6-methyl-,  (6a, 9/3, 10a)- 


Me 


328  C22H32O2  3509-94-2 

Androst-5-en-17-one,  3d-hydroxy-16-isopropylidene- 

Me 


Me 


328  C22H32O2  4781-53-7 

19-Norpregn-4-ene-3,20-dione,  10-ethyl- 

Me 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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328  C22H32O2 

18-Norpregn-4-ene-3,20-dione,  13-ethyl- 


5895-84-1 
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328  C22H32O2 

Kaura-5,16-dien-18(or  19)-ol,  acetate 


23877-95-4 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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Pregn-4-ene-3,20-dione,  14-methyl- 
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328  C22H32O2 

Pregn-4-ene-3,20-dione,  6-methyl-,  (6a, 10a)- 


55220-88-7 
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328  C22H36N2 

23-Norcon-5-enin-3-amine,  A-methyl-,  (3/3)- 


468-41-7 
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328  C22H36N2  56282-40- 

23-Norcon-18(22)-enin-3-amine,  iV-methyl-,  (3, 3)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


328  C24H24O 

Ether,  cyclopentvl  trityl 


1241-40-3 


O' 
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328  C24H24O  51566-92-8 

Isobenzofuran,  4,7-dihydro-4,5,6,7-tetramethyl-l,3-diphenyl- 
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328 

Chol-7-ene,  (5/3)- 


C24H40 


54411-75-5 
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Chol-23-ene,  (5/3)- 
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328  C26H16  187-83-7 

Phenanthro[3,4-c]phenanthrene 


328  C26H16  746-47-4 

9/7-Fluorene,  9-(9/7-fluoren-9-ylidene)- 


329  CsHnNOSe  57289-12-0 

2,4,6,8»9,10-Hexathiatricyclo[3.3.1.13'7]decane-l-carboxamide, 
3,5,7-trimethyl- 


Me 


Me 
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329  CwHigNOs  20757-53-3 

5/7-Pyrano[3,2-d]oxazole-6,7-diol,  5-[(acetyloxy)methyl]-3a,= 
6,7,7a-tetrahydro-2-methyl-,  diacetate  (ester),  [3aS-(3aa,= 
5d,6a,7/3,7aa)]- 


329  C14H19NO8  35954-65-5 

5//-Pyrano[3,2-<i]oxazole-6,7-diol,  5-[(acetyloxy)methyl]-3a,= 
6,7,7a-tetrahydro-2-methyl-,  diacetate  (ester),  [3aR-(3aa,= 
5a,6/3,7a,7aa)]- 


329 
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329  Ci5Hi2BrN30  32589-66-5 

A^l,2,4-Triazolin-5-one,  l-(p-bromophenyl)-3-methyl-4-phenyl- 


o 


Me 


329  C16H12F5NO  38771-48-1 

Benzamide,  2,3,4,5,6-pentafluoro-N-(l-methyl-2-phenylethyl)- 

F 


F 


329  C16H12F5NO  38981-88-3 

Benzeneacetamide,  2,3,4,5,6-pentafluoro-N-(2-phenylethyl)- 


F 


F 


329  C16H12F5NO  55145-62-5 

Oxazolidine,  3-methyl-2-(pentafluorophenyl)-5-phenyl- 

F 


F 


329  CigFhvNOSiz  31396-30-2 

Silylamine,  l,l,l-trimethyl-N-[4'-(trimethylsiloxy)-4-biphenylyl]- 


2540 
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329  C19H23NO4  1165-06-6 

3,5-Pyridinedicarboxylic  acid,  l,4-dihydro-2,6-dimethyl-4-phenyl-, 
diethyl  ester 


C(  0)  OE  t 


329  C19H23NO4  15444-27-6 

Morphinan-7-one,  5,6-didehydro-4-hydroxy-3,6-dimethoxy- 
17-methyl-,  (14£)- 

OMe 
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329  C19H23NO4  19742-01-9 

7a,9c-(Iminoethano)phenanthro[4,5-6cd]furan-5-ol,  4aa,5a,8,9- 
tetrahydro-3,8i8-dimethoxy-12-methyl- 
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329  C20H27NO3  3293-92-3 

Cinnamic  acid,  3,5-di-tert-butyl-a-cyano-4-hydroxy-,  ethyl  ester 


8u-t 


329  C21H15NOS  18100-80-6 

Thiazolium,  4-hydroxy-2, 3, 5-triphenyl-,  hydroxide,  inner  salt 


Ph 


Ph  0- 
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329  C21H15NOS  51324-21-1 

Benzamide,  iV-(3-phenylbenzo[6]thien-2-yl)- 


Ph 


329  C21H19N3O  56667-02-8 

Ethanedione,  diphenyl-,  hydrazone  0-(phenylmethyl)oxime 

PhCH2  ON  = CPh CPh = NNH2 


329  C22H23N3  33091-03-1 

2,3'-Bi-lH-indole,  l-(3,4-dihydro-2,2-dimethyl-2//-pyrrol-5- 
yl)-2,3-dihydro- 


329  C22H23N3  55683-08-4 

l//-Pyrrolo[2,l-6] [ l,3]benzodiazepine,  2,3,5,6-tetrahydro-5- 
(lH-indol-3-yl)-3,3-dimethyl- 


H 


330  C6H4l2  615-42-9 

Benzene,  1,2-diiodo- 

1 
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330 


330  C6H4l2  624-38-4 

Benzene,  1,4-diiodo- 


330  C6H4l2  626-00-6 

Benzene,  1,3-diiodo- 


330  C9H15IO5  35810-92-5 

a-D-Glucofuranose,  5-deoxy-5-iodo-l,2-0-(l-methylethylidene)- 


CHoOH 

I 

ICH 
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J lL 

330  C12H11CIN2O5S  54-31-9 

Benzoic  acid,  5-(aminosulfonyl)-4-chloro-2-[(2-furanylme  = 
thyl)amino]- 


C02H 


330  C12H28O6P2  7203-67-0 

Phosphonic  acid,  1,4-butanediylbis-,  tetraethyl  ester 


E t 0 OE  t 

I I 
EtOP(CH2  ) 4 POEt 

II  II 

0 0 


330 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2543 


330  C12H28O6P2  32365-80-3 

Phosphonic  acid,  ethylenedi-,  P,P-diethyl  diisopropyl  ester 

EIO  OPr-i 

1 1 

E I OPCH2  CH2  POPr - i 
it  II 

0 0 


330  Ci4HioFe06  12131-06-5 

Iron,  hexacarbonyl(l,3,5-cyclooctatriene)- 


Fe  2 (C0)6 


330  C14H10N4O4S  56588-22-8 

2-Thiophenecarboxaldehyde,  5-(l-propynyl)-,  (2,4-dinitro= 
phenyl)hydrazone 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


330  Ci4Hi2N2Ni04  30993-30-7 

Nickel,  bis(4-methyl-o-benzoquinone  2-oximato)- 


330  C14H18O9  3366-47-0 

D-ara6mo-Hex-l-enitol,  1,5-anhydro-,  tetraacetate 


OAc 


2544 
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330 


330  C14H18O9  3366-49-2 

a-D-erythro-Hex-2-enopyranose,  3-deoxy-,  tetraacetate 


330  C15H11CIN4OS  42053-82-7 

Urea,  iV-(4-chlorophenyl)-Ar'-(5-phenyl-l,2,4-thiadiazol-3-yl)- 


330  C15H15BN2O6  19455-04-0 

Uridine,  cyclic  2',3'-(phenylboronate) 


330  C15H22O8  18142-16-0 

2-Furanhexanoic  acid,  tetrahydro-/3,5-dihydroxy-5-oxo-,  methyl 
ester,  diacetate 


CH2  CHCH2  CHCH2  C(  0)  OMe 


330  CisHmOs  50692-74-5 

D-glycero-L-gulo-Octito\,  2,6:5,7-dianhydro-8-deoxy-7-C-methyl-, 
triacetate 
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330  C16H10S4 

Benzo[6]thiophene,  5,5'— dithiodi— 


16587-54-5 
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330  Ci6Hi5BrN20  7104-96-3 

2-Benzimidazolemethanol,  a-(p-bromophenyl)-5,6-dimethyl- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


330  C17H14O7  552-54-5 

4H-l-Benzopyran-4-one,  3,5-dihydroxy-2-(4-hydroxy-3- 
methoxyphenyl)-7-methoxy- 


OH  OH 


330  C17H14O7  2068-02-2 

4H-l-Benzopyran-4-one,  2-(3,4-dihydroxyphenyl)-5-hydroxy- 
3,7-dimethoxy- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


330  C17H14O7 

47f-l-Benzopyran-4-one,  5,7-dihydroxy-2- 
methoxyphenyl)-3-methoxy- 


4382-17-6 

(4-hydroxy-3- 
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330  C17H18N2O5 

Acetamide,  Af-[3,4-bis(acetyloxy)-l-methyl- 
pyrrol-2-yl]- 

Me 
I 

,N 

yj 

AcO  OAc 


50618-98-9 

5-phenyl-l//- 
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330  CnHsoOe  55124-86-2 

Decanoic  acid,  2-(acetyloxy)-l-[(acetyloxy)methyl]ethyl  ester 


CH2  OAc 
I 

Me  ( CH2  ) 8 C(  0)  OCHCH2  OAc 


330  CisHisOe  19715-40-3 

1,2,3-Naphthalenetricarboxylic  acid,  4-methyl-,  3-ethyl  dimethyl 
ester 

C(  0) OMe 


330  CisHisOe  28988-27-4 

7H-Furo[3,2-g]  [l]benzopyran-7-one,  5-[(l,l-dimethyl-2- 
propenyl)oxy]-4,6-dimethoxy- 


H2  C : CHCMe2  0 OMe 


330  CisHisOe  32251-38-0 

3//-4,9a[3',4']-Furanonaphtho[l,2-c]furan-l,3,ll,13(4//)-tetrone, 
3a,6,7,8,9,9b,10,14-octahydro-5,8-dimethyl- 


330  CisHisOe  40801-36-3 

l,3-Cyclohexadiene-l,2-dicarboxylic  acid,  6-(2-hydroxyphe= 
nyl)-4,6-dimethyl-5-oxo-,  dimethyl  ester 


o 


330 
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330  CisHisOe  40801-37-4 

1,2-Dibenzofurandicarboxylic  acid,  l,9b-dihydro-l-hydroxy- 
4,9b-dimethyl-,  dimethyl  ester 


330  C18H22N2O4  55145-61-4 

4H-Pyrido[4,3-6]indole-4,4-dicarboxylic  acid,  l,2,3,5-tetra= 
hydro-2-methyl-,  diethyl  ester 
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330  C18H33B3O3  28289-86-3 

Boroxin,  tricyclohexyl- 


330  C18H34O5  52461-08-2 

Oxacyclooctadecan-2-one,  5,6,7-trihydroxy-18-methyl- 
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330  Ci8H2602Si2 

Silane,  (4,4'-biphenylylenedioxy)bis[trimethyl- 


Me3Si  0 


1094-86-6 


330  C18H39AS  5852-60-8 

Arsine,  trihexyl- 

( CH2  ) 5 Me 

Me  ( CH2  ) 5 As  ( CH2  ) 5 Me 
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330  C19H14N4O2  32589-63-2 

A2-l,2,4-Triazoline-3-carboxamide,  N-l-naphthyl-5-oxo-l- 
phenyl- 


Ph 

I 


330  C19H15.BF4  341-02-6 

Methylium,  triphenyl-,  tetrafluoroborate(l-) 


CPh3 


BF4“ 


330  C19H22O5  40625-49-8 

l/f-Cyclopenta[7,8]naphtho[2,3-6]furan-7-carboxylic  acid,  2,~ 
3,3a,4,5,7,8,10b-octahydro-10-hydroxy-3a,6-dimethyl-3-oxo-, 
methyl  ester 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


, 

1( 

20 

0 40 

50  60  70  80 

90  100  110  120  130  140  150 

1 1 i 

U ul Ll 

160  170  180  19C 

200  210  220  230 

240  250  260  270  280  290  300 

, , il 

330  C19H35CIO2  56600-22-7 

2-Octene,  l-[chloro(2-octenyloxy)propoxy]- 


H3CCH2CH2OCH2CH=CH(CH2)4Me 


tt 


+ CI 

+ OCH2CH=CH(CH2)4Me 


330  C19H38O4  542-44-9 

Hexadecanoic  acid,  2,3-dihydroxypropyl  ester 

HOCH2CH(  OH)  CH2  OC(  0)  ( CH2  ) 1 4 Me 


330 
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330  C19H38O4  1115-01-1 

Octadecanoic  acid,  9,10-dihydroxy-,  methyl  ester 


330  C20H26O4  84-61-7 

1,2-Benzenedicarboxylic  acid,  dicyclohexyl  ester 


MeOC(O)  (CH2)7CH(OH)CH(OH)  (CH2)7Me 


330  C19H38O4  3639-31-4 

Octadecanoic  acid,  9,10-dihydroxy-,  methyl  ester,  (R*,R*)~ 

MeOC(O)  (CH2)7CH(OH)CH(OH)  (CH2)7Me 


330  C20H26O4  2112-08-5 

Gibbane-l,10-dicarboxylic  acid,  4a-hydroxy-l-methyl-8- 
methylene-,  l,4a-lactone,  10-methyl  ester,  (la,4aa,4b/3,10d)- 


330  C19H38O4  23470-00-0 

Hexadecanoic  acid,  2-hydroxy-l-(hydroxymethyl)ethyl  ester 

ch2oh 

1 

Me  ( CH2  ) 1 4 C(  0)  OCHCH2  OH 


h2c 


C(  0)  OMe 
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330  C20H26O4  26535-37-5 

2//,8f/-Benzo[l,2-6:5,4-6']dipyran-10-propanol,  5-methoxy- 
2,2,8,8-tetramethyl- 


( ch2  ) 3 OH 


OMe 
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330  C20H26O4  33439-65-5 

2-Butenoic  acid,  2-methyl-,  2,3,3a,4,5,7,9a,9b-octahydro-3,6,9- 
trimethyl-2-oxoazuleno[4,5-6]furan-3-yl  ester,  [3R-[3a(Z) ,= 
3ad,9ad,9ba]]- 


Me 

OC(  0)  CMe  : CHMe 


Li 

1,  ,iu  1,1  H 

1 1 

it.  1 iJ 

lL^ 

, i.l  , 
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330  C20H26O4  39986-26-0 

6/f-Dibenzo[6,d]pyran-2-carboxylic  acid,  6a,7,8,10a-tetra= 
hydro-l-hydroxy-6,6,9-trimethyl-3-propyl-,  (6a R-trans)- 


C02H 


330  C20H26O4  56246-42-5 

2-Butenoic  acid,  2-methyl-,  la,2,4,4a,5,9-hexahydro-4,4a,6- 
trimethyl-3/f-oxireno[8,8a]naphtho[2,3-6]furan-5-yl  ester 


330  C20H26O4  56298—87—4 

2-Butenoic  acid,  2-methyl-,  4,5,6,6a,7,10b-hexahydro-3,10-di::: 
methyl-2/f ,3H-oxeto [2 1 ,3' :4,4a] naphtho [ 2 ,3-6] fur an-4-yl  ester 


OC(  0)  CMe  = CHMe 


330 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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330  C20H26O4  57397-04-3 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l, 2,43,40,5,6,7,8,= 
10,10a-decahydro-3-hydroxy-4a,7-dimethyl-2-oxo-,  methyl  ester, 
[lS-(la,4ad,4ba,7a,10aa)]- 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


330  C20H30N2O2  14426-66-5 

lH-Pyrido[3,4-5]indole-l-butanol,  7-sec-butyl-2,3,4,9-tetra= 
hydro-6-methoxy- 


CH2CH2OH 

1 

CH2  CHCHMe  CH2  Me 


330  C21H14O4  21016-03-5 

9,10-Anthracenedione,  l,4-dihydroxy-2-(phenylmethyl)- 
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330  C20H30N2O2  56805-35-7 

L-Tryptophan,  N,l-bis(l-methylethyl)-,  1-methylethyl  ester 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

330  C21H18N2O2  24664-22-0 

Benzoic  acid,  2-benzoyl-l-(phenylmethyl)hydrazide 

CH2  Ph 
I 

PhCONHNCOPh 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


CH2  CH(  NHP r - i ) C(0)0Pr-i 
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330 


330  C21H30O3  64-85-7 

Pregn-4-ene-3,20-dione,  21-hydroxy- 

Me 


330  C21H30O3  80-75-1 

Pregn-4-ene-3,20-dione,  11-hydroxy-,  (11a)- 


Me 


330  C21H30O3 

Pregn-4-ene-3,20-dione,  17-hydroxy- 


68-96-2  330  C21H30O3  438-07-3 

Pregn-4-ene-3,20-dione,  16-hydroxy-,  (16a)- 


330 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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330  C21H30O3 

Pregn-4-ene-3,20-dione,  19-hydroxy- 


596-63-4 


330  C21H30O3  600-72-6 

Pregn-4-ene-3,20-dione,  15-hydroxy-,  (15/3)“ 
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330  C21H30O3  600-57-7 

Pregn-4-ene-3,20-dione,  11-hvdroxy-,  (11/3)- 


330  C21H30O3  600-73-7 

Pregn-4-ene-3,20-dione,  15-hydroxy-,  (15a)- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


330 


330  C21H30O3 

Pregn-4-ene-3,20-dione,  6-hydroxy-,  (6/3)- 


604-19-3 


330  C21H30O3 

Androst-4-en-3-one,  17-(acetyloxy)-,  (17/3)— 


1045-69-8 


Me 


330  C21H30O3  974-23-2 

Pregn-5-en-20-one,  16,17-epoxy-3-hydroxy-,  (3/3, 16a)- 


Me 


330  C21H30O3  1238-98-8 

1-Naphthalenecarboxylic  acid,  5-[2-(3-furanyl)ethyl]deca:= 
hydro-1, 4a-dimethyl-6-methylene-,  methyl  ester,  [lP-(la,= 
4aa,5a,8a/3)]- 


' 111,1.1 

i.i L.liJ Mil. 
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330  C21H30O3  1239-32-3 

5a-Androst-14-en-17-one,  30-hydroxy-,  acetate 


330  C21H30O3  1474-68-6 

Pregnane-3,1 1, 20-trione,  (50)- 

Me 
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Pregnane-3, 6, 20-trione,  (5/3)- 
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Pregnane-3, 6, 20-trione,  (5a)- 


1923-27-9 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


330 


330  C21H30O3  2089-06-7 

Pregnane-3,1 1,20-trione,  (5a)- 


Me 


330  C21H30O3  4466-14-2 

Cyclopropanecarboxylic  acid,  2,2-dimethyl-3-(2-methyl-l- 
propenyl)-,  2-methyl-4-oxo-3-(2-pentenyl)-2-cyclopenten-l-yl 
ester 


CH  = CMe2 


Me  CH2  CH  = CHE  t 


330  C21H30O3  4614-50-0 

Phenanthro[3,2-6]furan-4-carboxylic  acid,  1, 2, 3, 4, 4a, 5, 6, 6a, 7, = 
ll,lla,llb-dodecahydro-4,7,llb-trimethyl-,  methyl  ester, 
(4S,4aR,6aS,7/?,llaS,llbR)- 


Me 


Me 


I , X JjL . .1.  . .1-1-.  I.I.I l-l.l 1.1 
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330  C21H30O3  4966-14-7 

1-Naphthalenecarboxylic  acid,  5-[2-(3-furanyl)ethyl]deca= 
hydro-1, 4a-dimethyl-6-methylene-,  methyl  ester,  [lS-(la,= 
4aa,5a,8a/3)]- 


330 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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330  C21H30O3 

5a-Pregnane-3,15,20-trione 


7755-32-0 


330  C21H30O3 

Pregn-4-ene-3,20-dione,  16/3-hydroxy- 


17779-71-4 


330  C21H30O3 

Pregn-4-ene-3,20-dione,  14-hydroxy- 


16031-66-6 


330  C21H30O3 

5/3-Pregnane-3,15,20-trione 


19953-81-2 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


• 1 r 1 1 1 1 1 1 1 ? 1 1 1 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


330  C21H30O3  25845-92-5 

Androst-5-en-7-one,  3-(acetyloxy)-,  (3/3) 
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Pregnane-3, 7, 20-trione,  (5a)- 


26991-60-6 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


330  C21H30O3  27279-12-5 

6H-Dibenzo[6,d]pyran-l,8-diol,  6a,7,8,9,10,10a-hexahydro-6,6- 
dimethyl-9-methylene-3-pentyl-,  (6aa,8/3, 10a/3)-(-)- 


330  C21H30O3  28646-40-4 

6H-Dibenzo[M]pyran-9-methanol,  6a,7,10,10a-tetrahydro-l- 
hydroxy-6,6-dimethyl-3-pentyl-,  (6a R-trans)- 


330 

Pregnane-3, 6, 20-trione 


C21H30O3 


30802-24-5 
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330  C21H30O3  36557-05-8 

6//-Dibenzo[6,d]pyran-9-methanol,  6a,7,8,10a-tetrahydro-l- 
hydroxy-6,6-dimethyl-3-pentyl-,  (6a R-trans)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


330  C21H30O3  52522-55-1 

6//-Dibenzo[5,d]pyran-l,8-diol,  6a,7,8,9,10,10a-hexahydro-6,6- 
dimethyl-9-methylene-3  pentyl-,  [6a/?  (6aa,8a,10ad)]~ 
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330  C21H30O3  52493-13-7 

6//-Dibenzo[5,d]pyran-l,9-diol,  6a,9,10,10a-tetrahydro-6,6,9- 
trimethyl-3-pentyl-,  [6a/?-(6aa,9/3,10a/3)]- 


330  C21H30O3  56145-32-5 

19-Norpregna-l,3,5(10)-triene-ll,20-diol,  3-methoxy-,  (11a, 20/?)- 

Me 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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330  C21H30O3  56193-56-7 

Pregn-4-ene-3,20-dione,  8 (or  9)-hydroxy- 


Ac 


330  C21H30O3  56246-44-7 

19-Norpregn-4-ene-3,20-dione,  17-hydroxy-l-methyl- 

Me 


330  C21H30O3  56630-98-9 

1-Naphthalenecarboxylic  acid,  5-[2-(3-furanyl)ethyl]-3,4,4a,5,= 
6,7,8,8a-octahydro-5,6,8a-trimethyl-,  methyl  ester,  [4aS- 
(4aa,5a,6d,8a/3)]- 


MeOC(O) 


330  C22H34O2  16394-71-1 

Pregn-5-en-20-one,  3-hydroxy-16-methyl-,  (3/3, 16a)- 

Me 
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330  C22H34O2  55837-02-0 

Androst-5-en-17-one,  3-methoxy-16, 16-dimethyl-,  (3«)- 

Me 
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330  C22H34O2  55837-03-1 

Androst-5-en-17-one,  3-methoxy-16, 16-dimethvl-,  (3/d)- 


1 _l1L 
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, L , 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


330  C22H34O2  57274-58-5 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,9,= 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  ethyl  ester,  [l/?-(la,= 
4a/3,4b«,7/3,10aa)]- 


CH=CH2 


330  C22H34O2  57274-59-6 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,4b,5,9,10,10a-deca= 
hydro-1, 4a-dimethyl-7-(l-methylethyl)-,  ethyl  ester,  [ 1 /?— 
(la,4ad,4b«,10aa)]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


330 


330  C22H34O2  57274-61-0 

1-Phenanthrenecarboxylic  acid,  7-ethenyl-l,2,3,4,4a,4b,5,6,7,9,:=: 
10, 10a-dodecahydro-l, 4a, 7-trimethyl-,  ethyl  ester,  [lR-(la,= 
4a/3,4ba,7a,10aa)]- 

ch=ch2 


330  C22H38N2  3734-04-1 

Pregn-5-ene-3, 20-diamine,  N3-methyl-,  (3/3, 20S)- 

Me 


330  C22H38N2  6869-86-9 

Norconanine,  3/3-(methylamino)- 

H 


330  C23H38O  53286-40-1 

Pregn-2-en-17-ol,  4,4-dimethyl-,  (5a,  17£)- 


Me 


330  C24H26O  20705-39-9 

Ether,  pentyl  trityl 


Me  ( CH2  ) a OCPh3 
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330  C24H42 

Benzene,  (1-methylheptadecyl)- 


6583-67-1 


331  CioHi8FeN304P  19372-47-5 

Iron,  tetracarbonyl(hexamethylphosphorous  triamide-P)- 


PhCHMe (CH2 ) i 5 Me 


330  C24H42  10596-71-1 

Octadecane,  9-phenyl- 

Me(  CH2 ) 8 CHPh(  CH2  ) 7 Me 


330  C26H18  1499-10-1 

Anthracene,  9,10-diphenyl- 

Ph 
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331  C12H15BrN.Br  41182-92-7 

Piperidinium,  l-(bromophenylmethylene)-,  bromide 
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331  Ci2Hi5Br2N  41182-89-2 

Benzenecarboximidoyl  bromide,  AM5-bromopentyl)- 

Br  ( CH2  ) 5N  = CBr  Ph 
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331  C13H12F7NO  1545-26-2 

Butanamide,  2,2,3,3,4,4,4-heptafluoro-AMl-methyl-l-phenylethyl)- 

Ph  CH2 CHMe  NHCOCF  2 CF  2 CF  3 


331  Ci3H26BN06Si  54477-01-9 

a-D-Glucopyranoside,  methyl  2-(acetylamino)-2-deoxy-3-0- 
(trimethylsilyl)-,  cyclic  methylboronate 


NHAc 


331  C16H20F3NO3  58072-48-3 

L-Phenylalanine,  N-(trifluoroacetyl)-,  1-methylbutyl  ester 

CFH 2 Ph 
I 

Pr  CHMe OC(  O)  CHNHCOCF 3 
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331  CnHnNOe  17014-58-3 

l,3-Dioxolo[4,5-c]acridin-6(ll//)-one,  3a,llb-dihydro-5- 
hydroxy-4, 1 lb-dimethoxy-1 1-methyl- 

MeO 


0 OH 


331  Ci7H25N02Si2  55124-88-4 

2-Propenoic  acid,  3-[l-(trimethylsilyl)-lH-indol-3-yl]-,  tri= 
methylsilyl  ester 


S i Me  3 
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CH  =CHC( 0) OS i Me 3 
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331 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


331 

Tazettine 


C18H21NO5 


507-79-9 
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Tazettine,  (3a)- 


C18H21NO5 


545-16-4 
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331  C18H21NO5  3660-62-6 

Crinan-ll-ol,  l,2-didehydro-3,7-dimethoxy-,  (3a,llS)- 
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331  C18H21NO5  49686-57-9 

Cephalotaxine,  2, 11-epoxy-l, 2-dihydro-,  (2a, 11a)- 
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331  C19H17N5O  2454-79-7 

4(3/f)-Pteridinone,  2-amino-7,8-dihvdro-8-methyl-6,7-diphenyl- 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


331 


331  C19H17N5O  2768-85-6  331  C2oHisBe04  14128-75-7 

4(3//)-Pteridinone,  2-amino-5,6-dihydro-5-methyl-6, 7-diphenyl-  Beryllium,  bis(l-phenyl-l,3-butanedionato-0,0')-,  (T-4)- 


331  C19H25NO4  33975-35-8 

5-Isoindolinecarboxylic  acid,  1,3-dioxo-,  decyl  ester 

0 


331  C20H17N3O2  2645-39-8 

Imidodicarbonic  diamide,  A^Af^-triphenyl- 

Ph  NHCONPh  CONHPh 


331  C20H27O4  57174-10-4 

Cyclopenta[6]furylium,  3a,4-dihydro-3a-(3-methyl-2-bute:::: 
nyl)-6-(2-methyl-l-oxobutyl)-4-oxo-5-propoxy- 


MeCH2  CHMe  CO 
Pr  0 


CH2  CH  = CMe2 


331  C20H33N3O  54725-03-0 

Androstan-3-one,  (aminocarbonyl)hydrazone,  (5a)- 


Me 
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331  C22H21NO2  2594-59-4 

Benzamide,  o-(2-hydroxy-2,2-diphenylethyl)-Af-methyl- 


331  C22H37NO  56600-02-3 

Pyrrolidine,  l-(l-oxo-6,9,12-octadecatrienyl)- 

" C0(  CH2  > 4 CH  : CHCH2  CH : CHCH2  CH  : CH  ( CH2  ) 4 Me 


331  C22H37NO  56600-08-9 

Pyrrolidine,  l-(l-oxo-9,12,15-octadecatrienyl)~ 

- CO(  CH2  ) 7 CH  : CHCH2  CH  = CHCH2  CH  = CHE  t 


331  C23H25NO  15183-47-8 

Spiro[fluorene-9,2’-oxetan]-4'-imine,  N-cyelohexyl-3', 3' -dimethyl- 


332  C4Hi202PbS  44657-41-2 

Plumbane,  trimethyl[(methylsulfinyl)oxy]- 

Me S(  0)  OP b Me 3 


2568 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


332 


332  C6F12O2  24165-10-4 

Acetic  acid,  trifluoro-,  2,2,2-trifluoro-l,l-bis(trifluoromethyl)ethyl 


1 

cf3 


332  CioH4Fe206  50277-83-3 

Iron,  [M-[(l,2,3,4-r;:l,4-7;)-l,3-butadiene-l,4-diyl]]hexacarbonyldi-, 
(Fe-Fe) 


332  C6F12S 

Thiepane,  dodecafluoro- 


24345-53-7 
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Iron,  [a*-[ (1,2, 3-77:2, 3, 4-77)-2-butyne-l,4-diyl]]hexacarbonyldi-, 
(Fe-Fe) 
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Chromone,  3,5-dibromo-6-hydroxy-2-methyl- 
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332  C13H16N8O3  34245-48-2 

Adenosine,  5'-azido-5'-deoxy-2',3,-0-(l-methylethylidene)- 


332  Ci3H29B05Si2  56196-83-9 

L-Galactopyranose,  6-deoxy-l,2-bis-0-(trimethylsilyl)-,  cyclic 
methylboronate 
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332  C14H20O9 

D-arafcmo-Hexose,  2-deoxy-,  3,4,5,6-tetraacetate 

OAc 
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CH2CHO 
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AcOCH2CHCHCHOAc 
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332  C14H20O9  16750-06-4 

a-D-arabino-Hexopyranose,  2-deoxv-,  tetraacetate 
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d-D  ara6(7io-Hexopyranose.  2-deoxy  . tetraacetate 
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Arsanthrene.  5,10-dihydro-5,10-dimethyl- 
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332  C14H20O9  28069-78-5 

a-D-Glucofuranose,  1, 2-0-1, 2-ethanediyl-,  triacetate 


CH2OAc 
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Fucose,  2,3,4,5-tetraacetate,  L- 
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Ac  OCHMeCHCHCH(  CHO)  OAc 


332  C15H12N2O5S  41120-15-4 

2,4(17f,3/f)-Quinazolinedione,  l-methyl-3-[(phenylsulfonyl)oxy]- 


332  C15H24O8  18142-15-9 

2-Furanhexanoic  acid,  tetrahydro-d, 5, 5-trihydroxy-,  methyl  ester, 
d, 5-diacetate 


OAc  OAc 
I I 

CH2  CHCH2  CHCH2  C(  0)  OMe 
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Azelaic  acid,  bis(trimethylsilyl)  ester 

Me 3 S i OC(O)  ( CH2  ) 7 C(  0)  OS  i Me3 
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332  C15H32S11 

Stannane,  dibutylcyclohexylmethyl- 


41728-48-7 


( CH2 ) 3 Me 
SnMe  ( CH2  ) 3 Me 
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332  C15H32S11  55145-63-6 

Stannane,  butylcyclohexylethyK  1-methylethyl)- 

SnEt (Pr  — i ) ( CH2 ) 3 Me 
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Uridine,  2',3'-0-(phenylmethylene)- 
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332  CnHieCb  56909-13-8 

4//-l-Benzopyran-4-one,  2,3-dihydro-5,7-dihydroxy-3-(4- 
hydroxy-2-methoxyphenyl)-3-methoxy- 
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HO  0 MeO' 
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332  CnH24N203Si  51209-95-1 

2,4,6(lH,3//,5H)-Pyrimidinetrione,  5, 5-diethyl- l-phenyl-3- 
(trimethylsilyl)- 


MesSi  11  ,Et 
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332  CisHnCls  57346-61-9 

l,l':4',l"-Terphenyl,  2,4,6-trichloro- 


ci 


332  C18H20O6  22699-97-4 

Methanone,  (3,4-dimethoxyphenyl)(3,4,5-trimethoxyphenyl)- 


OMe 


332  C18H24N2O4  39931-32-3 

Benzoic  acid,  4-(tetrahydro-5,5,7,7-tetramethyl-2-oxopyrrolo= 
[l,2-5][l,2,4]oxadiazol-l(2/7)-yl)-,  ethyl  ester 


Me 


332  C18H24N2O4  55133-83-0 

2,4,6(l//,3H,5/f)-Pyrimidinetrione,  5-(4-ethoxyphenyl)-l,3,5- 
triethyl- 
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Et 


332  Ci8H2404Si  55682-68-3 

2//-l-Benzopyran-2-one,  3-(l,l-dimethyl-2-propenyl)-6- 
methoxy-7-[(trimethylsilyl)oxy]- 


:xxx 
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CMe2  CH  : CH2 
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332  C19H24O5  5980-09-6 

Coumarin,  7-[(6,7-dihydroxy-3,7-dimethyl-2-octenyl)oxy]- 


Me2 COH CH(  OH)  CH2CH2  CMe  =CHCH2  0. 
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332  C19H24O5  33975-31-4 

1,2,4-Benzenetricarboxylic  acid,  cyclic  1,2-anhydride,  decyl  ester 
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332  C19H37CIO2  41753-99-5 

Octadecanoic  acid,  2-chloro-,  methyl  ester 

MeOC<  O)  CHCI  ( CH2  ) 1 5 Me 


332  C20H28O4  468-62-2 

1,2,4-Cyclopentanetrione,  3,3-bis(3-methyl-2-butenyl)-5-(3- 
methyl-l-oxobutyl)- 


Me2CHCH2  CO. 


t 


CH2  CH  : CMe  2 
‘ CH2  CH : CMe2 


0 0 


332  C20H28O4  7758-47-6 

Kaur-16-en-18-oic  acid,  6,7,19-trihydroxy-,  7-lactone,  (4a, 6a, 7/3)- 


332  C20H28O4  19018-46-3 

Kaur-16-en-18-oic  acid,  6,7,13-trihydroxy-,  7-lactone,  (4a, 6a, 7/3)- 
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332  C20H28O4  38574-31-1 

1,3-Cyclopentanedione,  4-hydroxy-2,2-bis(3-methyl-2-bute= 
nyl)-5-(3-methyl-l-oxobutyl)- 


Me  2 CH  CH2  ch2  ch  : CMe  2 

CH2  CH  = CMe  2 

HO  0 


332  C20H28O4  56298-88-5 

2-Butenoic  acid,  2-methyl-,  4,4a,5,6,7,8,8a,9-octahydro-8a- 
hydroxy-3,4a,5-trimethylnaphtho[2,3-6]furan-6-yl  ester 


MeCH : CMe C(  0)  0 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100 
80  ■ 

60- 

40- 

T t 7 7 rJlL-J. 

p. i-l|i  l.l ^ i i-l.l|. ...y],.  . ..,.1.1.., .—i, 

20- 

0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


1L -.i.i.i..  ..... -1 iii.i.i.-  . ..i.-lill- .....  1.. i|,.|j| i.illi  ,li 

1.  . ...  M.  Jf 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


332  C20H28O4  52061-42-4 

9,17-Octadecadiene-12,14-diyne-l,ll,16-triol,  1-acetate 

Ac 0(  CH2  ) 8 CH  = CHCH(  OH)  C:CC:CCH(  OH)  CH  = CH2 
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332  C21H20N2O2  25425-11-0 

Benz[g]indolo[2,3-a]quinolizine-l-carboxylic  acid,  5,7,8,= 
13,13b,14-hexahydro-,  methyl  ester,  (S)- 


MeOC(  0) 
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332  C21H20N2S 

U rea,  1 , l-dibenzyl-3-phenyl-2-thio- 

CH2  Ph 
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Ph  NHCSNCH2  P h 
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332  C21H32O3 

Pregn-5-en-20-one,  3,17-dihydroxy-,  (3/3)- 


387-79-1 
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332  C21H32O3  565-93-5 

Pregnane-3, 20-dione,  11-hydroxy-,  (5/3,11  a)- 
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332  C21H32O3 

Pregnane-3, 20-dione,  11-hydroxy-,  (5a, 11/3)- 
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Pregnane-3, 20-dione,  11-hydroxy-,  (11/3)- 
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332  C21H32O3 

Pregnane-3, 20-dione,  11-hydroxy-,  (5a,  11a)- 
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Pregnane-11, 20-dione,  3-hydroxy-,  (3/3, 5/3)- 
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332  C21H32O3  565-99-1 

Pregnane-11, 20-dione,  3-hydroxy-,  (3a, 5/3)- 
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Pregnane-11, 20-dione,  3-hydroxy-,  (3/3,5 a)- 
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332  C21H32O3  2193-00-2 

Pregnan-20-one,  5,6-epoxy-3-hydroxy-,  (3/3, 5a, 6a)- 


Me 
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Pregnan-20-one,  5,6-epoxy-3-hydroxy-,  (3/3, 5/3, 6/3)- 
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5tt,14/i,17«-Pregnan-ll-one,  12cv,20/3-epoxy-3/3-hydroxy- 


332  C21H32O3  15173-62-3 

5/3-Androstane-17/3-carboxylic  acid,  1-oxo-,  methyl  ester 


Me 
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Kauran  18-oic  acid,  7-oxo  , methyl  ester,  (4/3)- 
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C21H32O3 


29444-14-2 


Kaur-16-en-18-oic  acid,  13-hydroxy-,  methyl  ester,  (4a)-(±)- 
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5a-Androstan-6-one,  3/1-hydroxy-,  acetate 
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332  C21H32O3 

Pregnane-11, 20-dione,  3-hydroxy-,  (3a, 5a)- 


23930-19-0 


332  C21H32O3  36403-92-6 

6//-Dibenzo[6,d]pyran-l,8-diol,  6a,7,8,9,10,10a-hexahydro- 
6,6,9-trimethyl-3-pentyl-,  [6aR-(6aa,8a,9a,10ad)]- 
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332  C21H32O3  37717-02-5 

Pregn-9(ll)-en-20-one,  3,6-dihydroxy-,  (3d, 5a, 6a)- 


332  C21H32O3  47328-49-4 

Androstane-3,16-dione,  cyclic  16-(l,2-ethanediyl  acetal) 
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332  C21H32O3  52522-56-2 

6//-Dibenzo[d,d]pyran-l,9-diol,  6a,7,8,9,10,10a-hexahydro- 
6,6,9-trimethyl-3-pentyl-,  [6ai?-(6aa,9d,10ad)]- 
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Pregn-14-en-20-one,  3,6-dihydroxy-,  (3d, 5a, 6a)- 
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Estran-3-one,  17-(acetyloxy)-2-methyl-,  (2a, 5a,  17/3)- 
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Pregn-9(ll)-en-20-one,  3,6-dihydroxy-,  (3/3, 5a, 6a,  17a)- 
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C21H36N2O 

468-31-5 

Pregn-5-en-18-ol,  3,20-diamino-,  (3/3, 20S)- 

CH2OH 
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332  C2iH36OSi  56793-02-3 

Silane,  [[(17/3)-androst-4-en-17-yl]oxy] trimethyl- 
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332  C22H24N2O  18391-96-3 

Spiro[cyclohexane-l,3'-[3//]indole]-2'-carboxy-o-toluidide,  T- 
methyl- 


332  C22H36O2  1808-26-0 

5,8,11,14-Eicosatetraenoic  acid,  ethyl  ester,  ( all-Z )- 

E t OC(  0)  ( CH2  ) 3 CH  = CHCH2  CH  : CHCH2  CH  = CHCH2  CH  = CH ( CH2  ) 4 Me 
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332  C22H36O2  31320-91-9 

Pregn-5-ene-3/3,20-diol,  16«-methyl- 

Me 
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332  C22H36O2  41756-14-3 

8a(2//)-Phenanthrenol,  7-ethenyldodecahydro-l,l,4a,7-tetra= 
methyl-,  acetate,  [4aS-(4aa,4bd,7/8,8acv,10a/3)]- 
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332  C22H36O2 

Androstan-3-ol,  9-methyl-,  acetate,  (3/3,5«)~ 


54550-12-8 


332  C22H36O2  55836-75-4 

Androstan-17-one,  3-methoxy-16, 16-dimethyl-,  (3«,5«)- 
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332  C22H36O2  55837-01-9 

Androstan-17-one,  3-methoxy-16, 16-dimethyl-,  (3/3, 5a)- 
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332  C22H40N2 

5a-Pregnane-3/3,20a-diamine,  A^-methyl- 


27741-50-0 
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332  C26H20  632-51-9 

Benzene,  1,  l',l l,2-ethenediylidene)tetrakis- 


Ph2C=CPh2 


332  C26H20 

Anthracene,  9,10-dihydro-9,10-diphenyl- 


803-58-7 
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332  C26H20  40548-42-3 

Spiro[7//-benzo[c]fluorene-7,l'(2'/f)-naphthalene],  3’,4-dihydro- 


333  Ci3Hi2N03Rh  15228-18-9 

Rhodium,  dicarbonyl[4-(phenylimino)-2-pentanonato-N,0]-, 
(SP-  4-3)- 


c;o 


Me 


333  C13H13CI2NO5  50649-02-0 

L-Proline,  l-[(2,4-dichlorophenoxy)acetyl] -4-hydroxy-,  trans- 


333  Ci3H27N05Si2  55494-14-9 

Hexanedioic  acid,  2-(methoxyimino)-,  bis(trimethylsilyl)  ester 

NOMe 

II 

Me  3 S i OC(O)  ( CH2  ) 3 CC(  0)  OS  i Me  3 


333  Ci3H27N05Si2  56272-70-9 

L-Glutamic  acid,  N-acetyl-,  bis(trimethylsilyl)  deriv. 


H02CCH2CH2CH(C02H)NHAc  +2TMS 


100 
so 
60 
*0 
20 
0 

100 
so 
60 
40 
20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


1 L .. 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1, ,i  , 1,  it.  1 , L,  L „ , 

2584 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


333 


100 

80 

60 

40 

20 

0 


333  C14H17CI2NO4  2752-54-7 

L-Leucine,  N-[(2,4-dichlorophenoxy)acetyl]- 

OCH2  CONHCH ( CO2  H ) CH2  CHMe2 
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333  C14H23NO8  17296-12-7 

Galactopyranoside,  methyl  2-acetamido-2-deoxy-3-0-methyl-, 
4,6-diacetate,  a-D- 


CH?0Ac 
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333  C14H17CI2NO4  7407-67-2 

L-Isoleucine,  iV-[(2,4-dichlorophenoxy)acetyl]- 

OCH2  CONHCH(  CO2H)  CHMe CH2 Me 
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333  CnHisFaNOsSi  52558-84-6 

L-Phenylalanine,  N-(trifluoroacetyl)-,  trimethylsilyl  ester 

CH2  Ph 
I 


Me3  S i OC( 0) CHNHCOCF  3 


333  C14H23NO8  17296-16-1 

Galactopyranose,  2-acetamido-2-deoxy-3,6-di-0-methyl-,  1,4- 
diacetate,  a-D- 


333 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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333  C14H23NO8  17296-17-2 

Galactopyranose,  2-acetamido-2-deoxy-3,4-di-0-methyl-,  1,6- 
diacetate,  a-D- 


NHAc 


333  C14H23NO8  17429-93-5 

Galactopyranoside,  methyl  2-acetamido-2-deoxy-6-0-methyl-, 
3,4-diacetate,  a-D- 


NHAc 


333  CuHssNChSis  55191-54-3 

Pentanoic  acid,  5-[bis(trimethylsilyl)amino]-,  trimethylsilyl  ester 

Si  M63 

Me  3 S i 0C(  0)  ( CH2  ) 4 NSi  Me  3 


333  Ci6H23N03Si2  36972-84-6 

2-Quinolinecarboxylic  acid,  4-[(trimethylsilyl)oxy]-,  trimethylsilyl 
ester 


OSi Me3 


333  CiePbsNOsSh  55191-46-3 

l//-Indole-3-acetic  acid,  a-oxo-l-(trimethylsilyl)-,  trimethylsilyl 
ester 


S i Me  3 
I 


COC( 0) OS i Me3 
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333  C17H19NO4S  56781-97-6 

Benzenesulfonamide,  N-(4,8-dioxotricyclo[3.3.1.13’7]dec-2-yl)- 
4-methyl- 


333  Ci7H27N02Si2  55191-57-6 

l/i-Indole-3-propanoic  acid,  l-(trimethylsilyl)-,  trimethylsilyl  ester 


S i Me  3 
I 


CH2  CH2  C(  0)  OSi  Me3 


333  Ci8Hi6BeN204  30983-53-0 

Beryllium,  bis[l-(3-pyridinyl)-l,3-butanedionato-0,0']-,  (T-4)- 
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333  CigHnNSe  32644-64-7 

Benzo[a]selenopheno[2,3-y]acridine 


333  CuHuNSe  32644-65-8 

Benzo[/z]selenophenot3,2-a]acridine 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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333  Ci9Hi9FeNO  34738-73-3 

Acetamide,  N-benzyl-N-ferrocenyl- 


<^) Fe NCH2Ph 


333  Ci9Hi9N50  38365-06-9 

4(  l/f)-Pteridinone,  2-amino-5,6,7,8-tetrahydro-5-methyl-6,7- 
diphenyl- 


333  CigHigNsO  38365-19-4 

4(lH)-Pteridinone,  2-amino-5,6,7,8-tetrahydro-8-methyl-6,7- 
diphenyl- 


o 


100  j 
80- 
60- 
40- 


10  20  30  40  60  60  70  80  90  100  110  120  130  140  160 


333  CigH27N04  18189-62-3 

Morphinan-4,7-diol,  3,6-dimethoxy-17-methyl-,  (6a, 7a)- 


333  C20H15NO4  6900-99-8 

[l,3]Benzodioxolo[5,6-c]phenanthridine,  1,2-dimethoxy- 

OMe 
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333  C2iHi6C1NO  55955-59-4 

Oxazole,  5-(4-chlorophenyl)-2,5-dihydro-2,4-diphenyl- 


Ph 


333  C21H35NO2  40572-19-8 

Benzene,  l,3,5-tris(2,2-dimethylpropyl)-2-nitro- 


Xr 


CH2  CMe3 


CH2  CMe3 


333  C21H35NS  4642-50-6 

Spiro[5a-androstane-3,2'-thiazolidine] 


Me 
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333  _ ^ C21H39N3 

1,3,5-Triazine,  1,3,5-tricyclohexylhexahydro- 


OCrO 


6281-14-7 


100  110  120  130  140  150 


333  C22H39NO 

Pregnan-18-ol,  20-amino-20-methyl- 

CH2OH 


55659-10-4 


333  C22H39NO  56051-64-0 

Pyrrolidine,  l-(l-oxo-9,ll-octadecadienyl)-,  (Z,Z)~ 

CH2  )7  CH  =CHCH  = CH(  CH2  ) 5 Me 
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333  C22H39NO 

Pyrrolidine,  l-(l-oxo-7,10-octadecadienyl)- 


56599-76-9 


O 


-C0(  CH2  ) 5 CH  - CHCH2  CH  = CH  ( CH2  ) 6 Me 


333  C22H39NO 

Pyrrolidine,  l-(l-oxo-4,7-octadecadienyl)- 

^\..COeH2CH2  CH  = CHCH2CH  = CH(  CH2  ) 9 t 


56600-14-7 
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333  C22H39NO 

Pyrrolidine,  l-(l-oxo-6-octadecynyl)- 


56600-12-5 


333  C22H39NO 

Pyrrolidine,  l-(l-oxo-13,16-octadecadienyl)- 


56600-15-8 


O 


^C0(CH2  )4C:C(CH2  )1  oMe 
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-CO(  CH2  )i  1 CH  = CHCH2  CH  = CHMe 
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333  C22H39NO  56600-13-6 

Pyrrolidine,  l-(l-oxo-14,17-octadecadienyl)- 

- c°(  CH2  ) 1 2 CH  = CHCH2  CH  = CH2 


333  C22H39NO 

Pyrrolidine,  l-(l-oxo-5,8-octadecadienyl)- 


56600-16-9 


O 


N - CO( CH2 ) 3 CH : CHCH2  CH  = CH{ CH2 ) 8 Me 
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333  C22H39NO  56600-18-1 

Pyrrolidine,  l-(l-oxo-6,9-octadecadienyl)- 

- C0(  CH2  ) 4 CH  : CHCH2  CH  = CH  ( CH2  ) 7 Me 


333  C22H39NO  56630-38-7 

Pyrrolidine,  l-(l-oxo-10,13-octadecadienyl)- 

— CO(  CH2  ) 8 CH  = CHCH2  CH  = CH ( CH2  ) 3 Me 


333  C22H39NO  56630-35-4 

Pyrrolidine,  l-(l-oxo-8,ll-octadecadienyl)- 

^ CO(  CH2  ) 6 CH  : CHCH 2 CH  = CH  ( CH2  ) 5 Me 


333  C22H39NO  56630-44-5 

Pyrrolidine,  l-(l-oxo-12,15-octadecadienyl)- 

^ CO(  CH2  ) 1 0 CH  = CHCH2  CH  = CHE  t 
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333  C22H39NO  56630-36-5 

Pyrrolidine,  l-(l-oxo-9,12-octadecadienyl)- 

^ CO(  CH2  ) 7 CH  = CHCH2  CH  = CH  ( CH2  ) 4 Me 


333  C22H39NO  56630-46-7 

Pyrrolidine,  l-(l-oxo-ll,14-octadecadienyl)- 

~~  CO(  CH2  ) 9 CH  : CHCH2  CH  = CHP  r 
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333  C22H39NO  56630-65-0  333  C22H39NO  56630-92-3 

Pyrrolidine,  l-(l-oxo-9,15-octadecadienyl)-  Pyrrolidine,  l-(l-oxo-9-octadecynyl)- 


CH2)7  CH  = CH(  CH2  )4CH  = CHEt 


^^n^CO(CH2  )7C  = C(CH2  ) 7 Me 


333  C22H39NO  56630-90-1  333  C22H39NO  56666-39-8 

Pyrrolidine,  l-(l-oxo-12-octadecynyl)-  Pyrrolidine,  l-(l-oxo-l  1-octadecynyl)- 


^ C0(  CH2  ) 1 0 C = C(  CH2  ) 4 Me 


^ C0(  CH2  ) 9 C = C(  CH2  ) 5 Me 


333  C22H39NO  56630-91-2  333  C22H39NO  56666-45-6 

Pyrrolidine,  l-(l-oxo-lO-octadecynyl)-  Pyrrolidine,  l-(l-oxo-9,ll-octadecadienyl)-,  (£,£*)- 


^ C0<  CH2  ) 8 C : C(  CH2  ) 6 Me 


CH2  )7  CH:CHCH  = CH(  CH2  ) 5 Me 
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333  C22H39NO  56666-46-7 

Pyrrolidine,  l-(l-oxo-10,12-octadecadienyl)-,  (E,E)~ 


333  C23H27NO  14251-65-1 

Cyclohexylamine,  N-(3,3-dimethyl-4,4-diphenyl-2-oxetanylidene)- 


^ CO(  CH2  ) 8 CH  : CHCH  : CH  ( CH2  ) 4 Me 


333  C22H39NO  56666-47-8 

Pyrrolidine,  l-(l-oxo-8,10-octadecadienyl)-,  (E,E)~ 

^ CO(  CH2  ) 6 CH  : CHCH  : CH  ( CH2  ) 6 Me 


333  C22H39NO  56666-48-9 

Pyrrolidine,  l-(l-oxo-2,5-octadecadienyl)- 

^ COCH  = CH  CH  2 CH  = CH  ( CH2  ) 1 1 Me 
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333  C25H19N  51677-35-1 

[l,r-Biphenyl]-2-amine,  N-(diphenylmethylene)- 


334  C4C16F4  375-43-9 

Butane,  1,1, 2,3,4, 4-hexachloro-l, 2,3, 4-tetrafluoro- 

FCCI  2 CCI  FCCI  F CC I 2 F 
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334  CeHisISn 

Stannane,  triethyliodo- 


2943-86-4 


334  C8Hi404Se2 

Butanoic  acid,  4,4'-diselenobis- 

H02C(  CH2  ) 3 SeSe(  CH2  )3  CO2H 


14362-48-2 


160  170  180  190  200  210  220  230  240  250  260 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

334  C8H603W  12128-26-6 

Tungsten,  tricarbonyl(7;5-2,4-cyclopentadien-l-yl)hydro- 


W+2 

0C^7 

OC  CO 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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334  CioH22C>2Se2 

1-Propanol,  3,3'-diselenobis[2,2-dimethyl- 

HOCH2  CMe2  CH2  SeSeCH2  CMe2  CH2  OH 


23243-51-8 
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334  C12H6CLN2O 

Diazene,  bis(3,4-dichlorophenyl)-,  1-oxide 


21232-47-3 


11  ^ci 

)0 
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334  C12H21CI3N2.CIH  41027-16-1 

Hexanimidamide,  2-chloro-7V-(l,2-dichloro-l-hexenyl)-,  mo= 
nohydrochloride 


334  C15HnS2.Br 

1,2-Dithiol-l-ium,  3,4-diphenyl-,  bromide 


55836-89-0 


Me(CH2)3Ca=CCINHCCHCI(CH2)3Me  •HCI 


./Sv/Ph 

siX  • 

Ph 


334  C14H23S2.Br  55836-90-3 

Cyclododeca-l,2-dithiol-l-ium,  4,5,6,7,8,9,10,ll,12,13-deca= 
hydro-3-methyl-,  bromide 
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Oxirane,  2-bromo-3-chloro-2-(l,5,9-trimethyl-4,8-decadienyl)- 
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334  C15H34S11  41728-45-4 

Stannane,  tributyl(  1-methylethyl)- 

( CH2 ) 3 Me 
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Naphthalene,  l-(l-hexynyl)-8-iodo- 

Me  ( CH2  ) 3 C E C I 
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Palladium,  7r-cyclopentadienyl(3a,4,7,7a-tetrahydromethoxy- 
4,7-methanoindanyl)- 
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7//-Pyrrolo[2,3-cf]pyrimidin-4-amine,  Ar-(3-methyl-2-bute= 

nyl)-7-/?-D-ribofuranosyl- 
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Urea,  l-(diphenylphosphinothioyl)-3-propyl-2-thio- 

P r NHCSNHPPh 2 =S 
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334  C16H22N4O4  27853-78-7 

Cyclohexanone,  5-methyl-2-(l-methylethyl)-,  (2,4-dinitro= 
phenyl)hydrazone,  trans- 
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[l,l'-Biphenyl]-3,5-diol,  4’-chloro-4-methoxy-,  diacetate 


OAc 
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2H-6, 7a-(Epoxymethano)bisoxireno[4, 5:8, 9]cyclodeca[  1,2-5]  = 
furan-10-one,  2-(acetyloxy)-l,la,6,6a,8,9-hexahydro-la,5- 
dimethyl- 


334  CnHisOv  39689-30-0 

2H-l-Benzopyran-3,5,7-triol,  3,4-dihydro-2-(4-hydroxy-3,5- 
dimethoxyphenyl)-,  cis-{±)~ 


OMe 


334  C17Hi9ClN2OS  2095-62-7 

10H-Phenothiazin-3-ol,  8-chloro-10-[3-(dimethylamino)propyl]- 


( CH2  )3NMe2 
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334  C17H19CIN2OS  3926-65-6 

10H-Phenothiazin-4-ol,  8-chloro-10-[3-(dimethylamino)propyl]- 

(CH2  ) 3 NMe  2 


OH 


334  C17H19CIN2OS  3926-67-8 

10H-Phenothiazin-2-ol,  8-chloro-10-[3-(dimethvlamino)propyl]- 


( CH2 ) 3 NMe  2 
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10H-Phenothiazin-3-ol,  2-chloro-10-[3-(dimethylamino)propyl]- 


( CH2 ) 3 NMe 2 
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1,1 '-Biphenyl,  3,3',4,4',5,5'-hexamethoxy- 
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Ferrocene,  [2-(ethoxycarbonyl)phenyl]- 
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334  C19H26O5  19466-41-2 

Androst-7-ene-6,17-dione,  2,3,14-trihydroxy-,  (2/3, 3/3, 5/3)- 

Me 


334  C19H26O5  55191-58-7 

Androst-7-ene-6,17-dione,  2,3,14-trihydroxy-,  (2/3, 3/3, 5«)- 

Me 


334  CigHaoOaSi  56700-91-5 

4-Nonen-3-one,  l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]- 


MeO 
Me  3 S i 0 


CH2  CH2  COCH  : CH  ( CH2  ) 3 Me 
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Ethylene,  2-(o-bromophenyl)-l,l-diphenyl- 
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Benzene,  l-bromo-3-(2,2-diphenylethenyl)- 

CH  = CPh  2 
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334  C2oHi5Br  18648-66-3 

Ethylene,  2-(p-bromophenyl)-l,l-diphenyl- 
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334  C20H27FO3  3801-28-3 

Estr-4-en-3-one,  6a-fluoro-17/3-hydroxy-,  acetate 


334  C20H27FO3  18119-95-4 

Estr-4-en-3-one,  6d-fluoro-17d-hydroxy-,  acetate 


334  C20H22N4O  4595-01-1 

3H-Pyrazol-3-one,  4-[[4-(diethylamino)phenyl]imino]-2,4-di= 
hydro- 5-methyl-2-phenyl- 
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334  C20H27FO3  33547-52-3 

Estra  -5(10)-en-6-one,  3/3-fluoro- 17/3-hydroxy-,  acetate 

Me 


334  C20H30O4  640-28-8 

1-Naphthalenecarboxylic  acid,  5-(4-carboxy-3-methyl-3-bute= 
nybdecahydro  T^a-dimethyl-e-methylene-,  [lS-fla^ao^a^ 
(E),8af3]}~ 

CO2H 


HO2CCH  :CMeCH2  CH2 


334  C20H30O4  468-74-6 

Acetic  acid,  (dodecahydro-7-hydroxy-l,4b,8,8-tetramethyl-10- 
oxo-2(  l/i)-phenanthrenylidene)-,  [lR-(l«,2£,4aa,4b/3,7/3,= 
8acv,10a/3)]- 


Me 

Me 
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Terephthalic  acid,  dihexyl  ester 
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1,2-Benzenedicarboxylic  acid,  bis(2-ethylbutyl)  ester 
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334  C20H30O4  26537-39-3 

2/7, 6//-Benzo[l, 2-5:5, 4-5' ]dipyran-10-propanol,  3,4,7,8-tetra= 
hydro-5-methoxy-2,2,8,8-tetramethyl- 


( CH2 ) 3 OH 


OMe 


334  C20H30O4  26537-40-6 

27/, 8//-Benzo[l, 2-5:3, 4-5]dipyran-6-propanol,  3,4,9, lO-tetra^ 
hydro-5-methoxy-2,2,8,8-tetrameth3’l- 


334  C20H30O4 

1,4  Benzenedicarboxylic  acid,  decyl  ethyl  ester 


EIOC(O) 


C(0)0|  CH2)9Me 


54699-33-1 
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334  C20H30O4 

Decanoic  acid,  2-phenvl-l,3-dioxan-5-yl  ester 


56630-72-9 
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Ethanol,  2-(4-phenoxyphenoxy)-.  benzoate 


55191-59-8 
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334  C21H19PS  23861-40-7 

10/f-Phenothiaphosphine,  2,8-dimethyl-10-(4-methylphenyl)- 


80- 
60- 
40  - 
20- 


334  C21H34O3 

Pregnan-20-one,  3,11-dihydroxy-,  (3/3, 5a,  11a)- 
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Strychnidin-10-one 


C21H22N2O2 
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334  C21H34O3  570-53-6 

Pregnan-20-one,  3,17-dihydroxy-,  (3/3, 5/3)- 


334  C21H34O3  600-52-2 

Pregnan-20-one,  3,11-dihydroxy-,  (3a, 5/3, 11a)- 

Me 


334  C21H34O3  1438-56-8 

1-Naphthalenepentanoic  acid,  l,4,4a,5,6,7,8,8a-octahydro-/3,2,= 
5,5,8a-pentamethyl-4-oxo-,  methyl  ester,  [lS-[la(/?*),4a/3,8aa]]- 


Me OC(  0)  CH2  CHMeCH2  CH2 
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Spiro[furan-2(5H),l'(4'/f)-naphthalene]-5-acetic  acid,  3,4,4'a,= 
S'^'J'.S'^'a-octahydro^'.S^'.S'.S'a-pentamethyl-,  methyl  ester 

Me 
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334  C21H34O3  1757-87-5 

2-Pentenoic  acid,  5-[decahydro-5-(hydroxymethyl)-5,8a-di= 
methyl-2-methylene-l-naphthalenyl]-3-methyl-,  methyl  ester, 
[lS-[la(.E),4a/3,5a,8aa]]- 


Me  OC(  0)  CH  = CMe CH2  CH2 
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5a-Androstane-3,17-dione,  3-(dimethyl  acetal) 
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Pregnan-20-one,  3,17-dihydroxy-,  (3a)- 
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l//-2,10a-Ethanophenanthrene,  kauran-18-oic  acid  deriv.,  (4a)- 


Me  C(0)0Me 
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334  C21H34O3  23930-29-2 

Pregnan-20-one,  3,11-dihydroxy-,  (3a,5«,llf  - 
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Pregnan-20-one,  3,11-dihydroxy-,  (3d, 5/3, lid)- 
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334  C21H34O3  54498-55-4 

Androstan-7-one,  3-hydroxy-,  cyclic  1,2-ethanediyl  acetal,  (3/3, 5a)- 
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334  C21H34O3  56687-76-4 

l/T-Naphtho[2,l-5]pyran-7-carboxylic  acid,  3-ethenyldodeca= 
hydro-3, 4a, 7, 10a-tetramethyl-,  methyl  ester,  [3S-(3a,4aa,= 
6a/3,7a,10aa,10b/3)]- 


C(  0)  OMe 
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Pregnan-18-oic  acid,  20-hydroxy-,  (5a)- 
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334  C21H34O3  57156-78-2 

Androstan-17-one,  3-(methoxymethoxy)-,  (3«)- 


334  C21H34O3  56687-75-3 

l/i-Naphtho[2,l-6]pyran-7-carboxylic  acid,  3-ethenyldodeca= 
hydro-3, 4a, 7, 10a-tetramethyl-,  methyl  ester,  [3/?-(3a,4a/?,= 
6aa,7|8,10a/3,10ba)]- 


CH:CH2 
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Androstan-17-one,  3-(methoxymethoxy)-,  (3/3)— 
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5a-Pregnan-18-ol,  3d,20«-diamino- 


CH2OH 
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2,20-Cvcloaspidospermidine,  l-acetvl-6,7-didehvdro  3 methvi-, 
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334  C22H38O2  10152-71-3 

Cyclopropaneoctanoic  acid,  2-[[2-[(2-ethylcyclopropyl)methyl]  = 
cyclopropyljmethyl]-,  methyl  ester 


( CH2  )7  C(  0)  OMe 
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334  C23H26O2  50592-55-7 

Cyclohexanone,  2-methyl-2-(3-oxobutyl)-6, 6-diphenyl- 
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334  C24H14O2  19164-54—6 

lH-Indene-l,3(2//)-dione,  2-(2,3-diphenyl-2-cyclopropen-l- 
ylidene)- 


334  C25H34  55191-62-3 

Benzene,  l,l'-[3-(3-cyclopentylpropyl)-l,5-pentanediyl]bis- 


CH2  CH2  Ph 
I 

( CH2  ) 3 CHCH2  CH2  Ph 


334  C26H22  2294-94-2 

Benzene,  1 ,1',1  ",1’ "-( l-ethanyl-2-ylidyne)tetrakis- 

Ph  CH2  CPh  3 


334  C26H22  24523-62-4 

Benzene,  l-methyl-2-(triphenylmethyl)- 


335 

L-Aspartic  acid, 
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N-[(2,4-dichlorophenoxy)acetyl]- 


OCH2  CONHCH(  CO2H)  CH2CO2H 


35144-55-9 
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Benzenamine,  2,6-dinitro-N,N-dipropyl-4-(trifluoromethyl)- 


N02 
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335  C13H16F3N3O4  1861-40-1 

Benzenamine,  N-butyl-N-ethyl-2,6-dinitro-4-(trifluoromethyl)- 


N02 


335  CisHssNOsSis  7537-02-2 

L-Threonine,  N.O-bisitrimethylsilyl)-,  trimethylsilyl  ester 

NHS i Me  3 
I 

Me 3 S i OCHMe CHC(  0)  OS  i Me 3 


335  CisHssNOsSis  56273-04-2 

L-Homoserine,  tris(trimethylsilyl)  deriv. 


H02CCH(NH2)CH2CH20H  + 3TMS 


100 
eo 
60 
40 

20 
0 

10  20  30  40  SO  60  70  60  90  100  110  120  130  140  ISO 


335  C14H12C11N2O4  55350-02-2 

Copper,  bis(4-methyl-2-nitrosophenolato-iV2,01)- 


335  Ci4H25N5OSi2  56272-94-7 

4(l/f)-Pteridinone,  2-amino-6, 7-dimethyl-,  bis(trimethylsilyl)  deriv. 


2610 
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335 


335  Ci4H29N06Si  56211-02-0 

a-D-Galactopyranoside,  methyl  2-(acetylamino)-2-deoxy-3,4- 
di-0-methyl-6-0-(trimethylsilyl)- 


NHAc 


335  Ci4H29N06Si  56211-03-1 

a-D-Galactopyranoside,  methyl  2-(acetylamino)-2-deoxy-4,6- 
di-0-methyl-3-0-(trimethylsilyl)- 


NH  Ac 


335  Ci4H29N06Si  56211-04-2 

a-D-Glucopyranoside,  methyl  2-(acetylamino)-2-deoxy-4,6-di- 
0-methyl-3-0-(trimethylsilyl)- 


NHAc 


335  Ci4H29N06Si  56211-05-3 

a-D-Galactopyranoside,  methyl  2-(acetylamino)-2-deoxy-3,6- 
di-0-methyl-4-0-(trimethylsilyl)- 


NHAc 
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335 
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335  Ci4H29N06Si  56227-35-1 

a-D-Glucopyranoside,  methyl  2-(acetylamino)-2-deoxy-3,6-di- 
0-methyl-4-0-(trimethylsilyl)- 


CH2  OMe 

0 

50  f 01 


TMSO  I OMe 
NHAc 


10  20 

30 

40  50  60  70  80  90  100  110  120  130  1 40  150 

' il. ll_ _ 
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335  C15H21N5O4  16465-37-5 

Adenosine,  N-(3-methyl-3-butenyl)- 


335  CisHuN.I  16511-48-1 

Phenanthridinium,  5,6-dimethyl-,  iodide 


335  C15H21N5O4  33987-26-7 

l//-Pyrazolo[4,3-d]pyrimidin-7-amine,  N-(3-methyl-2-bute  = 
nyl)-3-jd-D-ribofuranosyl- 


335  C15H21N5O4  7724-76-7 

Adenosine,  iV-(3-methyl-2-butenyl)- 


T Jll|l. 

■Ill-  il»l|- 1 ,■  I-  1,  1|.  ■■ 

Lu 

1 uup • t1-1*"  VUI— • r “1 4*- 1 1 ^ — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


HO  OH 
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L_4lu 
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335  C17H21NO4S  14165-67-4 

p-Toluenesulfonamide,  N-(3,4-dimethoxyphenethyl)- 


335  C17H21NO4S  17037-50-2 

Isobenzofuran-4,7-imin-l(3/f)-one,  hexahydro-3,3-dimethyl- 
8-(p-tolylsulfonyl)- 

Me 


Me 


335  C19H29NO4  17117-07-6 

Cyclohexanol,  l,r-(4-ethoxy-2,6-pyridinediyl)bis-,  iV-oxide 


0 


OEt 


335  C22H25NO2  51624-49-8 

1/7-Dibenz [e,g] isoindole- 1,3 (2/f)-dione,  3a, 3b, 4, 5, 6, 7, 8, 9, 10,= 
ll,lla,llb-dodecahydro-2-phenyl-,  (3acv,3ba,llaa,llba)- 


335  C22H25NO2  55925-25-2 

8-Azabicyclo[3.2.1]octan-3-ol,  8-methyl-2-(phenylmethyl)-, 
benzoate  (ester) 


OC  ( O ) P h 


CH2  Ph 


335 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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335  C22H41NO  4637-54-1 

Pyrrolidine,  l-(l-oxo-9-octadecenyl)-,  (Z)- 


335  C22H41NO 

Pyrrolidine,  l-(l-oxo-9-octadecenyl)- 


52380-36-6 


^ CO(  CH2  ) 7 CH  = CH  ( CH2  ) 7 Me 


^ CO(  CH2  ) 7 CH  : CH  ( CH2  ) 7 Me 
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335  C22H41NO 

Pyrrolidine,  l-(l-oxo-6-octadecenyl)- 


52380-34-4 


335  C22H41NO  52380-42-4 

Pyrrolidine,  l-(l-oxo-9-octadecenyl)-,  (E)- 


C0(  CH2  ) 4 CH  = CH  ( Ch2  ) 1 0 Me 


^ C0(  CH2  ) 7 CH  = CH  ( CH2  ) 7 Me 
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335  C22H41NO 

Pyrrolidine,  l-(l-oxo-ll-octadecenyl)- 


52380-35-5 


335  C22H41NO 

Pyrrolidine,  l-(l-oxo-17-octadecenyl)- 


52380-50-4 


^^N-C0(  CH2  ) 9 CH  - CH  ( CH2  ) 5 Me 


- C0(  CH2  ) , s CH  : CH2 
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335  C22H41NO 

Pyrrolidine,  l-( l-oxo-5-octadecenyl)- 


56599-67-8 


335  C22H41NO 

Pyrrolidine,  l-(l-oxo-15-octadecenyl)- 


56599-71-4 


^^N^C0(  CH2  )3  CH  = CH(  CH2  ' 1 1 Me 


CH2  ) 1 3 CH  = CHE  t 
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335  C22H41NO 

Pyrrolidine,  l-(  l-oxo-4-octadecenyl)- 


56599-68-9 


335  C22H41NO 

Pyrrolidine,  l-( l-oxo-14-octadecenyl)- 


56599-72-5 


^/^n^C0CH2  CH2  CH  = CH(  CH2  ) 1 2 Me 


<^^Ji  " C°(  ch2  ) 1 2 CH  = CHP  r 
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335  C22H41NO 

Pyrrolidine,  l-(l-oxo-16-octadecenyl)- 


56599-70-3 


335  C22H41NO 

Pyrrolidine,  l-(l-oxo-13-octadecenyl)- 


56599-73-6 


" C0 ( Ch|2  ) 1 4 CH  : CHMe 


^/~S'N  " C0(  CH2  ) 1 1 CH : CH  ( CH2  ) 3 Me 
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335  C22H41NO  56599-74-7 

Pyrrolidine,  l-(l-oxo-12-octadecenyl)- 

CH2  ) 1 0 CH  = CH ( CH2  ) 4 Me 


335  C22H41NO  56600-01-2 

Pyrrolidine,  l-(l-oxo-7-octadecenyl)- 

^\n^CO(CH2  )5CH  = CH(CH2  )9Me 
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335  C22H41NO  56599-75-8 

Pyrrolidine,  l-(l-oxo-8-octadecenyl)- 

- C0(  CH2  ) 6 CH  = CH  ( CH2  ) a Me 


335  C22H41NO  56600-00-1 

Pyrrolidine,  l-(l-oxo-lO-octadecenyl)- 

- CO<  CH2  ) a CH  : CH  ( CH2  ) 6 Me 


335  C24H17NO  50559-50-7 

Benzo[h]naphtho[r,2':3,4]cyclobut[  1,2-/] isoquinoline,  8c,14b- 
dihydro-14b-  methoxy- 
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335 


335  C24H17NO  50559-62-1 

Benzo[/]  naphtho[  2',  l':3, 4]  cyclobut[l,2-h]  isoquinoline,  8c,  14b- 
dihydro-14b-methoxy- 


335  C25H21N  4471-22-1 

Benzenemethanamine,  N,«,«-triphenyl- 

PhNHCPh3 


336  CgHsOsRe  12079-73-1 

Rhenium,  tricarbonyl(r;5-2,4-cyclopentadien-l-yl)- 


H 


°=c  c : 0 c = ° 
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336  CioHeCle  3734-48-3 

4,7-Methano-l//-indene,  4,5,6,7,8,8-hexachloro-3a,4,7,7a- 
tetrahydro- 


336  Ci2H2805Si3  38165-93-4 

Propanedioic  acid,  [(trimethylsilyl)oxy]-,  bis(trimethylsilyl)  ester 

OS i Me  3 
I 

Me3  S i 0C(  O)  CHC(  O)  OSi  Me3 


336  Ci3H3204Si3  56297-94-0 

Butanal,  2,3,4-tris[(trimethylsilyl)oxy]-,  (R*,R*)~ 

OS i Me  3 
I 

Me  3 S i OCH{  CHO)  CHCH2  OSi  Me  3 


336 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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336  C14H16N4O6  35959-40-1 

Uridine,  2,,5'^dideoxy-5'-(3,4-dihydro-5-methyl-2,4-dioxo- 
l(2//)-pyrimidinyl)- 


336  CuHioBn 

Benzene,  l,l'-(l,2-ethenediyl)bis[2-bromo-,  (Z)- 


56667-11-9 
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336  Ci4HioBr2  56667-12-0 

Benzene,  l,l'-(l,2-ethenediyl)bis[2-bromo-,  (£)- 


336  C14H16N4O6  55721-93-2 

2-Butenedioic  acid,  2-[3-(4-nitrophenyl)-l-triazenyl]-,  diethyl  ester, 

(£,?)- 


02N 


C(  0)  OEt 

NHN:NC=CHC( 0) OEt 


336  C14H2oN604  37666-99-2 

L Histidinamide,  5-oxo-L-prolyl-L-alanyl- 


100 
so 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2618 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


336 


336  Ci4H29Br02Si  34176-85-7 

Undecanoic  acid,  11-bromo-,  trimethylsilyl  ester 

B r ( CH2  ) i o C(  0)  OSi  Me3 


336  CisFbsOs  55902-83-5 

D-ara6ino-Hexopyranoside,  methyl  2,6-dideoxy-4-0-(6- 
deoxy-3-0-methyl-/3-D-allopyranosyl)-3-0-methyl- 


Me 


336  C17H12N4O4  1773-51-9 

1-Naphthalenecarboxaldehyde,  (2,4-dinitrophenyl)hydrazone 


N02 


336  C17H12N4O4  1773-52-0 

2-Naphthaldehyde,  (2,4-dinitrophenyl)hydrazone 


336  C17H24N2O5  5084-98-0 

Glycine,  N-[N-[(phenylmethoxy)carbonyl]-L-leucyl]-,  methyl  ester 

CH2  CHMe  2 
I 

MeOC(  0)  CH2  NHCOCHNHC{  0)  OCH2  Ph 


336 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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336  C18H16N4O3  17460-16-1 

1,2,3-Propanetriol,  l-(l-phenvl-lH-pyrazolo[3,4-6]quinoxalin- 

3-y!)-»  [S-(R*,S*)]~ 

Ph 

1 


CH(  OH)  CH(  OH)  CH2OH 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


336  C18H24N2O2.CIH  54966-07-3 

l(2H)-Pyridinecarboxylic  acid,  3,4-dihydro-5-(2-piperidinyl)-, 
phenylmethyl  ester,  monohydrochloride 


PhCH20C(0) 


CnO  -HCI 


L U 1 ll 

1 1 1 II  u 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

J 1 1 . 1 
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336  C18H24O6  85-70-1 

1,2-Benzenedicarboxylic  acid,  2-butoxy-2-oxoethyl  butyl  ester 


ac<  0)  OCH2C(  0)  0(  CH2  )3  Me 
C(  0)  0(  CH2  ) 3 Me 


336  C19H12O6  33621-49-7 

2H-l-Benzopyran-2-one,  6-methoxy-7-[(2-oxo-27/-l-benzo= 
pyran-7-yl)oxy]- 


336  C19H28O5  19892-42-3 

Androst-7-en-6-one,  2,3,14,17-tetrahydroxy-,  (2/3, 3/3, 5/3, 17/3)- 

Me 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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336  C20H16O5  22628-22-4 

A2<5tf),a-Furanacetic  acid,  3-methoxy-5-oxo-a, 4-diphenyl-,  methyl 
ester,  (E)- 


Ph^f^S\s^CPhC  (O)OMe 

y° 


1 1.  ,1 ul -1.  .. 

!■  - il-  . ■ li  11.  L . 
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336  C20H32O4  57289-50-6 

2-Phenanthreneacetic  acid,  tetradecahydro-7-hydroxy-l,4b,8,= 
8-tetramethyl-10-oxo- 


HO2CCH2 


336  C21H20O4  41411-72-7 

Spiro[cyclopropane-l,9'-[9/7]fluorene]-2,3-dicarboxylic  acid,  diethyl 
ester,  as- 


. i.l.  . .ilt.  ii 

ii 1, 1 

l ■- 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


336  C21H20O4  56588-56-8 

llf/-Cyclopenta[a]phenanthrene-15-carboxylic  acid,  12,13,16,= 
17-tetrahydro-3-methoxy-13-methyl-17-oxo-,  methyl  ester,  (S)- 
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336  C21H24N2O2 

Voachalotine,  16-de(hydroxymethyl)- 


2912-15-4 
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336  C21H24N2O2  3986-01-4 

Sarpagan-17-ol,  acetate  (ester) 


Ac OCH2 


336  C21H24N2O2  4429-63-4 

Aspidospermidine-3-carboxylic  acid,  2,3,6,7-tetradehydro-,  methyl 
ester,  (5a,12d,19a)- 


C(  0) OMe 


336  C21H24N2O2  4880-92-6 

Eburnamenine-14-carboxylic  acid,  methyl  ester.  (3a,16«)- 


336  C21H24N2O2  5980-02-9 

2,20-Cvcloaspidospermidine-3-carboxylic  acid.  6,7-didehydro-, 
methyl  ester,  (2o, 33,5a.  12*3,  19a, 20/?)— 


c<  01  owe 


336  C21H24N2O2  6822-38-4 

2,20-Cycloaspidospermidine-3-carboxylic  acid.  6,7-didehydro- , 
methyl  ester,  (2a,3«,5o.l2d,19u,20/?)- 


C<  0)  OMe 
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336  C21H24N2O2  25921-22-6 

Alstophyllan-19-one 


336  C21H36O3  56247-60-0 

l7/-Naphtho[2,l-6]pyran-3-acetic  acid,  dodecahydro-3,4a,7,= 
7,10a-pentamethyl-,  methyl  ester 


336  C21H36O3  56630-93-4 

lH-Naphtho[2,l-6]pyran-7-carboxylic  acid,  3-ethyldodeca= 
hydro-3, 4a, 7, 10a-tetramethyl-,  methyl  ester,  [3S-(3a,4a/3,~ 
6a«,7d,10ad,10bo)]- 

Me 


336  C22H37CI  40572-18-7 

Benzene,  2-(chloromethyl)-l,3,5-tris(2,2-dimethylpropyl)- 

CH2  CMea 


CH2  CMe3 


336  C22H40O2  29653—06—3 

1 ,3-Cyclotetradecanedione,  2-octyl- 


336 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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336  C22H40O2 

2H-Pyran,  2-(7-heptadecynyloxy)tetrahydro- 

0.  .0( CH2  )6 C = C(  CH2 ) 8 Me 


56599-50-9 


336  C22H40O2 

2H-Pyran,  2-(3-heptadecynyloxy)tetrahydro- 

0-  OCH2CH2CSC(CH2)i2Me 


56666-94-5 


CJ 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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336  C22H40O2 

2/f-Pyran,  2-(5-heptadecynyloxy)tetrahydro- 

0.  .0(CH2)4C  = C(CH2)ioMe 


56666-93-4 


336  C23H44O 

Cyclopropaneundecanal,  2-nonyl- 

( CH2 ) 1 0 CHO 


( CH2  ) 8 Me 


56196-17-9 
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336  C24H20N2 

Hydrazine,  tetraphenyl- 


632-52-0 
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336  C24H20N2  25649-71-2 

4/f-l,2-Diazepine,  5-(4-methylphenyl)-3,7-diphenyl- 


Ph 


336  C24H2oSi  1048-08-4 

Silane,  tetraphenyl- 

Si  Ph4 


336  C24H48  297-03-0 

Cyclotetracosane 


100-1 — 
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336  C25H36  7225-70-9 

Undecane,  3-phenethyl-l-phenyl- 

( CH2  ) 7 Me 

Ph  CH2  CH2  CHCH2  CH2  Ph 


336  C26H24  7350-91-6 

Perylene,  3-hexyl- 


100-1 
80- 
60- 
40  - 
20- 
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337  CnHielNOa  49656-58-8 

2,5-Methanofuro[3,2-6]pyridine-4(2H)-carboxylic  acid,  hexa= 
hydro-8-iodo-,  ethyl  ester,  (2a,3a/3,5a,7ad,8R*)- 


I 1 

C(0)0Et 


337 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2625 


337  CnHielNOs  49656-59-9 

2,5-Methanofuro[3,2-b]pyridine-4(2H)-carboxylic  acid,  hexa= 
hydro-8-iodo-,  ethyl  ester,  (2a,3a/3,5a,7ad,8S*)- 


C(0)0Et 


337  Ci2HioBrN403  56247-90-6 

l//-Benzimidazolium,  5-bromo-l-(hexahydro-2,4,6-trioxo-5- 
pyrimidinyl)-3-methyl- 


o 


337  C12H31NO2SS13  7364-50-3 

Alanine,  N-(trimethylsilyl)-3-[(trimethylsilyl)thio]-,  trimethylsilyl 
ester,  L- 

NHS i Me  3 
I 

Me3  S i OC(  0)  CHCH2  SS  i Me3 


337  Ci2H3iN02SSi3  56272-69-6 

L-Cysteine,  tris(trimethylsilyl)  deriv. 


HSCH2CH(NH2)C02H  +3TMS 


337  CisHszNOaPSb  55108-66-2 

Phosphonic  acid,  [l-[(l-methylethylidene)amino]butyl]-,  bis= 
(trimethylsilyl)  ester 

OS i Me  3 

I 

Me 3 S i OPCHPr  N = CMe2 

II 
0 
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337  Ci3H32N03PSi2  55108-68-4 

Phosphonic  acid,  [2-methyl-l-[  ( 1-methylethylidene)  amino]  propyl]  -, 
bis(trimethylsilyl)  ester 

OS  i Me  3 

CHMe  2 

I I 

Me  3 S i 0PCHN:CMe2 

II 
O 


337  Ci3H32N03PSi2  55108-73-1 

Phosphonic  acid,  [l-[(2,2-dimethylpropylidene)amino]ethyl]-, 
bis(trimethylsilyl)  ester 

OS  i Me  3 

I 

Me3  CCH  = NCHMe  P OS i Me3 

II 
O 


337  CwHsiNOeSi  56196-38-4 

D-Galactose,  2,3,4,6-tetra-0-methyl-5-0-(trimethylsilyl)-,  O- 
methyloxime 

OS i Me  3 
I 

Me  ON  = CHCH  ( OMe  ) CH(  OMe)  CH(  OMe  ) CHCH2  OMe 


337  CieHwNOsS  50267-33-9 

2-Oxa-6-azatricyclo[3.3.1.13’7]decan-4-ol,  6-(phenylsulfonyl)-, 
acetate  (ester),  (la, 4/3, 5a, 7/3)- 


Ph  SO2 


337  Ci3H32N03PSi2  55108-78-6 

Phosphonic  acid,  [2-[(2,2-dimethylpropylidene)amino]ethyl]-, 
bis(trimethylsilyl)  ester 

OS i Me3 

I 

Me  3 CCH  : NCH2  CH2  P OS  i Me 3 

II 
O 


J 1 1 1 

ikJii...  .,1 . 1 1 1 1 j. L 1, L- 

— , T j.m...  . ...m^  ■ . i .1...  I ^.i.m  |. 11^ 
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337  C16H19NO7  55191-56-5 

Acetamide,  iV-[2-(acetyloxy)-2-[3,4-bis(acetyloxy)phenyl]ethyl]- 


OAc 

AcO. 

^CHCH2NHAc 

Acer 

a, a_ 

-1 — i- 
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337  C16H35NO4S  27854-50-8 

1-Dodecanesulfonamide,  N,N-bis(2- hydroxvethyl) 

SO2  (CH2)i  1 Me 
1 

HOCH2CH2NCH2CH2OH 


337  C21H27N3O  4238-85-1 

Ergoline-8-carboxamide,  9,10-didehydro-./Vv/V-diethyl-l,6-di= 
methyl-,  (8/3)— 


1 

Me 


337  C22H43NO  56630-39-8 

9-0ctadecenamide,  N,A/-diethyl- 

E 1 2 NC0(  CH2  ) 7 CH  - CH  ( CH2  ) 7 Me 


337  C22H43NO  56630-51-4 

9-0ctadecenamide,  N-butyl- 

Me  ( CH2  ) 3 NHC0(  CH2  ) 7 CH : CH(  CH2  ) 7 Me 


337  C22H43NO  33707-76-5 

Pyrrolidine,  l-(l-oxooctadecyl)- 

" C0(  CHj  ) ' 6 Me 


100 

80 

60 

*0 

20 

0 


, , jJ — , Ll, l|L ...... i.  i 1 1 1 _ 1.  1 
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337  C24H19NO  50559-47-2 

Pyridine,  4-(la,2,7,7a-tetrahydro  2 methoxy  8 phenyl  1,2,7- 
metheno  l/(-cyclpropa[6]naphthalen-l-yl)- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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337 


337  C24H19NO  50559-49-4 

Pyridine,  4-(2a,8b-dihydro-8b-methoxy-2-phenylcyclobuta= 
[o]naphthalen-l-yl)- 


337  C24H19NO  50559-53-0 

Pyridine,  3-(la,2,7,7a-tetrahydro-2-methoxy-8-phenyl-l,2,7- 
metheno-l/f-cyclopropa[6]naphthalen-l-yl)- 


337  C24H19NO  50559-57-4 

Pyridine,  3-(la,2,7,7a-tetrahydro-2-methoxy-l-phenyl-l,2,7- 
metheno-l//-cyclopropa[fc]naphthalen-8-yl)- 


Pentane,  l,l,l,2,2,3,3,4,5,5,5-undecafluoro-4-(trifluoromethyl)- 

CF  3 
I 

F 3 CCF  2 CF  2 CF  CF  3 


100-1 
80  ■ 
60- 
40- 
20- 

. 1 . . . 

. , ■ . 1 1 
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338  C6Fi4  355-42-0 

Hexane,  tetradecafluoro- 

F 3 CCF  2 CF  2 CF  2 CF  2 CF  3 


338 
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338  CsHsHgC^ 

Mercury,  (acetato-O)phenyl- 

AcOHgPh 


62-38-4  338  Ci4H2604Se 

Heptanoic  acid,  7,7'-selenodi- 

H02C(  CH2  )6  Se(  CH2  ) 6 CO2H 


22676-17-1 


80- 
60- 
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20- 

0- 

, , U -i, 

mJ 

1| 

1 1 uL..U...,  -ail, 
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338  C9H2iBi  3692-82-8 

Bismuthine,  tripropyl- 

Bi  Pr  3 


338  C13H26N2CUS2  3509-40-8 

Xylose,  4,5-diacetamido-4,5-dideoxy-,  diethyl  mercaptal,  L- 


(Et  S)2CHCH( OH) CH( OH) CHCH2  NH Ac 


338  CieHisClOe  2855-89-2 

Spiro  [benzofuran-2  (3H),  1 '— [3]  cyclohexene] -2  ',3-dione,  7- 
chloro-4,4',6-trimethoxy- 
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60 
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20 
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338  CieHisClOe  20168  88  1 

Spiro[benzofuran-2(3/Y),r-[2]cyclohexene]  3,4 ' dione,  7 
chloro-G-hydroxy-^'^-dimethoxy-G' -methyl-,  (l'S  trans)- 


Me 


Cl 
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0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


i.l.i  ,i  1 1 —i — lL i_ , i , — , — pll , — li. 


2630 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


338 


100  - 
80  ■ 
60  ■ 
40  ■ 
20- 

il, 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

80- 
60- 
40  - 
20- 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

338  Ci6Hi5C106  26881-74-3 

Spi  ro[benzofuran- 2 (3H ) , 1 ' -[3]  cyclohexene] -2  ',3-dione,  7- 
ehloro-6-hydroxy-4,4'-dimethoxy-6'-methyl- 


ci 


338  CieHisClOe  26891-73-6 

Spiro[benzofuran-2(3H),r-cyclohexane]-2',3,4'-trione,  7- 
chloro-4,6-dimethoxy-6'-methyl- 


L_liu Llj L u L i 

10  20 
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"1 L Li Lu Mill  i 1 ill  . 1 
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338  C16H22N2O6  2483-53-6 

L- Alanine,  N-[N-[(phenylmethoxy)carbonyl]-L-threonyl]-,  methyl 
ester 


CH(  OH) Me 

Me 0C(  0) CHMeNHCOCHNHCI 0) OCH2  Ph 


338  Ci6H26N2C>4Si  55299-22-4 

2,4,6(l/7,3/i,5/7)-Pyrimidinetrione,  l,3,5-trimethyl-5-[3-[(tri= 
methylsilyl)oxy]-l-cyclohexen-l-yl]- 

OS i Me  3 


Me 
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20- 

■ Li. .-1 , , 
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338  CiebbeCLSh  10517-09-6 

2-Propenoic  acid,  3-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-, 
trimethylsilyl  ester 


Me3Si  O' 


1 ■ 
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338  CiePheCLSh  22020-29-7 

Cinnamic  acid,  3,4-bis(trimethylsiloxy)-,  methyl  ester 

Me3Si  0-  .CH  = CHC(0)0Me 
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338  CiePLeCLSh  29372-28-9 

Cinnamic  acid,  p,a-bis(trimethylsiloxy)-,  methyl  ester 

OS  i Me  3 
I 

CH=CC( 0) OMe 


338  C18H14N2O3S  16238-39-4 

2//-l,3-Thiazine-6-carboxylic  acid,  3,4-dihydro-4-oxo-3- 
phenyl-2-(phenylimino)-,  methyl  ester 


°YY 
Vs 

NPh 


C(O)  OMe 
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338  C18H40AI2N2 

Aluminum,  tetraethyldi-^-l-piperidinyldi- 

42777-01-5 

J 1 

d L u , 

Me  CH2  CH2  Me 
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338  Ci6H2604Si2  32342-04-4 

Cinnamic  acid,  4-methoxy-3-(trimethylsiloxy)-,  trimethylsilyl  ester 


XX 


CH  = CHC( 0) OS i Me 3 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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338  C19H18N2O4  36763-88-9 

Benzoic  acid,  4-(phenylazo)-,  2-(tetrahydro-2-oxo-3-furanyl)ethyl 
ester 


0 


Ph  N : N 


338  Ci9H22N202Si  55683-26-6 

4(3//)-Quinazolinone,  2-methyl-3-(2-methylphenyl)-6-[(tri= 
methylsilyl)oxy]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


338  Ci9H22N202Si  55683-27-7 

4(3/f)-Quinazolinone,  2-methyl-3-[2-methyl-4-[(trimethyl:=: 
silyl)oxy]phenyl]- 
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i iUL  |ii *i|--i*.-- 
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338  Ci9H22N202Si  55683-28-8 

4(3//)-Quinazolinone,  2-methyl-3-[2-methyl-3-[(trimethyl= 
silyl)oxy]phenyl]- 


338  Ci9H22N202Si  55683-29-9 

4(3//)-Quinazolinone,  2-methyl-3-[2-[[(trimethylsilyl)oxy]  = 
methyl]phenyl]- 
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338  Ci9H22N202Si  57326-20-2 

2,4-Imidazolidinedione,  3-methyl-5,5-diphenyl-l-(trimethylsilyl)- 


Si  Me  3 

I 


338  C20H18O5  18887-19-9 

Phenanthro[l,2-6]furan-6-carboxylic  acid,  6,7,8,9,10,ll-hexa= 
hydro-1, 6-dimethyl-10,ll-dioxo-,  methyl  ester 


0 Me 


338  C20H22N2O3  22851-79-2 

3//-Indole-2-carbox-p-anisidide,  3-ethyl-5-methoxy-3-methyl- 


338  C20H22N2O3 

Polyneuridine  oxindole,  de(hydroxymethyl)- 


at 


C(  0)  OMe 


32303-70-1 
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338  C20H22N2O3  36458-94-3 

20,21-Dinoraspidospermidin-10-one,  l-acetyl-5,19-didehydro- 
17-methoxy- 


— I 1 I “I 1 1 1 1 1 1 1 1 1 I " - T — 
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338  C20H34O4  34756-98-4 

l,3a(l/7)-Azulenedimethanol,  2,3,4,7,8,8a-hexahydro-l-[5- 
hy  droxy-3-(  hydroxy  methyl)-3-pentenyl] -2, 5-dimethyl-, 
[LR-[la,l<Z),2a,3a/3,8a0]]- 


338  C21H22O4  56588-55-7 

ll/f-Cyclopenta[a]phenanthrene-15-carboxylic  acid,  12,13,16,= 
17-tetrahydro-17-hydroxy-3-methoxy-13-methyl-,  methyl  ester, 
(13S-cis)- 


H0CH2 

1 

H0CH2CH 


338  C20H38N2O2  56052-59-6 

Diazene,  bis[5-methyl-2-(l-methylethyl)cyclohexyl]-,  1,2-dioxide 


Pr-i  Pr-i 


Me  Me 


338  C21H26N2O2  559-51-3 

Aspidofractinine-3-carboxylic  acid,  methyl  ester,  (2a, 3d, 5a)- 


C(  0)  OMe 


338 
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338  C21H26N2O2  2111-98-0 

Strychane,  l-acetyl-20«-hydroxy-16-methylene- 


338  C21H26N2O2  2671-45-6 

Aspidospermidine,  l-acetyl-19,21-epoxy- 


1 

Ac 


338  C21H26N2O2  3247-10-7 

Aspidospermidine-3-carboxylic  acid,  2,3-didehvdro-.  methvl  ester. 
(5a, 120, 19a)- 


C(  O)  OMe 


10  20  30  40  SO  60  70  80  90  100  110  120  130  140  ISO 


338  C21H26N2O2  6871-24-5 

Aspidofiline 


HO  Ac 


338  C21H26N2O2  6883-09-6 

Aspidofractinine-l-carboxaldehyde,  6-methoxy-,  (6/3)- 
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338  C21H26N2O2  17172-16-6 

2,20-Cycloaspidospermidine-3-carboxylic  acid,  methyl  ester, 
(2a, 3ft 5a, 12/3, 19a, 20R)- 


C(  0)  OMe 
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338  C21H26N2O2  21019-23-8 

Eburnamenine-14-carboxylic  acid,  14,15-dihydro-,  methyl  ester, 
(3a, 14a, 16a)- 


338  C21H26N2O2  25343-00-4 

2,20-Cycloaspidospermidine-3-carboxylic  acid,  methyl  ester, 
(2a, 3a, 5a,  1 2d,  19a, 20/?)- 


C(  0) OMe 
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338  C21H26N2O2  28161-78-6 

Aspidofractinine-3-carboxylic  acid,  methyl  ester,  (2a, 3a, 5a)- 


C(  0) OMe 


338  C21H26N2O2  50868-35-4 

Aspidospermidine-3-carboxylic  acid,  6,7-didehydro-,  methyl  ester, 
(2d,  3d,  5a,  12d,  19a)- 


C(  0)  OMe 
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338  C21H26N2O2  55724-60-2 

Aspidofractinin-6-ol,  1-acetyl-,  (6 13)~ 


1 

Ac 


338  C21H38O3  3950-05-8 

1-Naphthalenepentanoic  acid,  decahydro-2-hvdroxy-d,2,5,=: 
5,8a-pentamethyl-,  methyl  ester,  [lS-[l«(S*),2d,4ad,8aa]]- 


Me  OC(  0)  CH2  CHMe  CH2  CH2 


338  C21H38O3  10267-25-1 

1-Naphthalenepentanoic  acid,  decahydro-2-hydroxy-d,2,5,= 
5,8a-pentamethyl-,  methyl  ester,  [l/?-[la(S*),2/3,4ad,8aa]j- 
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338  C22H30N2O  17472-57-0 

Aspidospermidine,  l-(l-oxopropyl)- 


1 

COEt 


338  C22H42O2  10152-64-4 

Cyclopropanedecanoic  acid,  2-octyl-,  methyl  ester 


Me  ( CH2 ) r ( CH2  )9  C(  0)  OMe 
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338  C22H42O2 

Palmitaldehyde,  diallyl  acetal 

( CH  2 ) 1 4 Me 

I 

H2  C : CHCH2  OCHOCH2  CH  : CH2 
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7,9-Docosanedione 


C22H42O2 

Me  ( CH2  ) 1 2 COCH2  CO(  CH2  ) 5 Me 
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338  C22H42O2 

2-Eicosenoic  acid,  2-methyl-,  methyl  ester 

Me  ( CH2  ) 1 6 CH  - CMe  C(  0)  OMe 


57346-69-7 
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338  C23H18N2O  50559-68-7 

Pyridine,  3,3'-(la,2,7,7a-tetrahydro-2-methoxy-l,2,7-metheno- 
l/i-cyclopropa[fr]naphthalene-l,8-diyl)bis- 
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338  C23H30O2  55191-51-0 

Pregn-l,4,6-triene-3,20-dione,  6,16-dimethyl-,  (16a)- 
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338  C24H18O2  2974-88-1 

l,l'-Biphenyl,  2,2'-diphenoxy- 


338  C24H34O  25619-63-0 

Ether,  dodecylphenyl  phenyl 


PhO 


(CH2)„Me 


338  C24H34O  55190-99-3 

Benzene,  l,l'-oxybis[(l,l-dimethylbutyl)- 


PrlMeljC  hOh-hQh 


C(Me)2Pr 
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338  C24H34O  55191-60-1 

Benzene,  l-dodecyl-4-phenoxy- 
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338  C24H34O  55256-05-8 

Phenol,  2,6-bis(bicyclo[2.2.1]hept-2-yl)-4-(l,l-dimethylethyl)- 


OH 


Bu-I 


338  C24H50  646-31-1 

Tetracosane 

Me ( CH2 ) 2 2 Me 
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338  C24H50  1928-30-9 

Tricosane,  2-methyl- 

Me2CH(CH2 ) 2 0 Me 


338  C25H38  55191-63-4 

Naphthalene,  1-pentadecyl- 

( CH2 ) 1 4 Me 


339  C10H11CINS.I  33599-35-8 

Benzothiazolium,  5-chloro-3-ethyl-2-methyl-,  iodide 


339  C10H13NS6  57274-37-0 

2,4,6,8,9,10-Hexathiatricyclo[3.3.1.13.7]decane-l-propanenitrile, 
3,5,7-trimethyl- 


Me 


339  Ci2H3oN04PSi2  55108-83-3 

Phosphonic  acid,  [l-(acetylamino)butyl]-,  bis(trimethylsilyl)  ester 

OS i Me  3 

I 

Me  3 S i OPCHP  r NH  Ac 

II 
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339  Ci2H3oN04PSi2  55108-85-5 

Phosphonic  acid,  [l-(acetylamino)-2-methylpropyl]-,  bis(tri= 
methylsilyl)  ester 

OS i Me 3 
| CHMe2 

Me3  S i OPCHNHAc 
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O 

100 
80 
60 
40 
20 
0 

100 
80 
60 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300  4Q 

20 
0 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


. ..llili,.  ..|i  iL , L 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

, 1 1-  l" u 

b 1 

1 ill.  . U..L JlL ll__ 

. In 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

L — — 1 

i 

339 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2641 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


339  Ci5H25N02SSi2  35424-97-6 

Silane,  [[4-(2-isothiocyanatoethyl)-l,2-phenylene]bis(oxy)]bis=: 
[trimethyl- 


XT 


CH2CH2NCS 


339  C14H21N5O3S  40031-69-4 

D-Xylitol,  l-C-(6-amino-9H-purin-9-yl)-2,5-anhydro-l-S-(2- 
methylpropyl)-l-thio- 


339  C14H29NO4S2  3509-34-0 

Idose,  3-acetamido-3,6-dideoxy-,  dipropyl  mercaptal,  L- 

CH(OH)  CH(  S P r ) 2 
MeCH(  OH)  CH(  OH)  CHNHAc 
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339  Ci5H25N04Si2  55622-53-2 

Glycine,  N-[4-[(trimethylsilyl)oxy]benzoyl]-,  trimethylsilyl  ester 


CONHCH2  C( 0) OS i Me3 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


T — r-4 — * 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


339  Ci5H25N04Si2  55887-56-4 

Glycine,  7V-[2-[(trimethylsilyl)oxy]benzoyl]  , trimethylsilyl  ester 

OS i Me  3 

,C0NHCH2C(  O)  OSi  Me3 
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339  CistDsNCLSb  56272-74-3 

Glycine,  7V-(3-hydroxybenzoyl)-,  bis(trimethylsilyl)  deriv. 
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339  Ci5H25N04Si2  56272-75-4 

Glycine,  N-(2-hydroxybenzoyl)-,  bis(trimethylsilyl)  deriv. 
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Glycine,  iV-(4-hydroxybenzoyl)-,  bis(trimethylsilyl)  deriv. 


C0NHCH2C02H 
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339  C20H2iNO4  58-74-2 

Isoquinoline,  l-[(3,4-dimethoxyphenyl)methyl]-6,7-dimethoxy- 


339 
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339  C20H21NO4  517-66-8 

5H-Benzo[g]-l,3-benzodioxolo[6, 5, 4-de]  quinoline,  6, 7,7a, 8- 
tetrahydro-10,ll-dimethoxy-7-methyl-,  (S)- 


339  C20H21NO4 

Stepharine,  6-acetyl- 


4880-87-9 


339  C20H21NO4  55299-21-3 

7,8-Isoquinolinediol,  3-(6-ethenyl-4-methyl-l,3-benzodioxol- 
5-yl)- 1,2,3, 4-tetrahydro-2-methyl- 


HO 
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339  C20H21NO4  55700-35-1 

Spiro [ 2H -indene-2,r(2'/7)-isoquinolin]-l(3H)-one,  3',4'-di  = 
hydro-3-hvdroxy-7',8'-dimethoxy- 


339  C21H29N3O  3737-09-5 

2-Pyridineacetamide,  «-[2-[bis(l  methvlethyl)amino]ethyl]-«- 
phenyl- 


conh2 

1 

CPh  CH2  CH2  N( 


Pr-i 


) 2 


2644 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


339 


339  C22H29NO2  469-62-5 

Benzeneethanol,  a-[2-(dimethylamino)-l-methylethyl]-a-phenyl-, 
propanoate  (ester),  [S-(/?*,S*)]- 

CH2  Ph 
I 

Me2  NCH2 CHMe  CPh  OC( 0) Et 


339  C22H45NO  4219-50-5 

Octadecanamide,  iV-butyl- 

Me  ( CH2 )3  NHC0( CH2 ) 1 6 Me 


339  C22H45NO  55334-54-8 

Hexanamide,  N,N-dioctyl- 

( CH2  ) 7 Me 

Me  ( CH2 ) 4 CON ( CH2 ) 7 Me 


339  C25H25N  42715-13-9 

3-Cyclohexen-l-amine,  6-(4-methylphenyl)-2, 5-diphenyl-, 

(la, 20, 5/3, 60)- 


Ph 


Ph 


339  C25H25N  42715-14-0 

3-Cyclohexen-l-amine,  6-(4-methylphenyl)-2, 5-diphenyl-, 
(la,2«,5cv,60)- 


Ph 


Ph 


340  CzFeHg  371-76-6 

Mercury,  bis(trifluoromethvl)- 

F 3 CHg  CF  3 
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340  C5C18  706-78-5 

Cyclopentene,  octachloro- 


ci 


ci  ci 


340  CioH6Co206  12282-08-5 

Cobalt,  (2-butyne)hexacarbonyldi- 


Co2(CO)6(MeC=CMe 


340  CioH6F6FeN20  33292-43-2 

Iron,  carbonvl(i75-2,4-cyclopentadien-l-yl)(trifluoroaceto- 
nitrile)  (2,2, 2-trifluoro-l-iminoethyl)- 


f3cc=n  CCF3 
NH 
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Stannane,  bromocyclohexylisopropylmethyl- 

S n B r Me  P r - i 


340  CioH25N203PSSi2  56051-86-6 

Phosphonic  acid,  [3-(carbonothioylhydrazino)propyl]-,  bis(tri  = 
methylsilyl)  ester 

OS  I Mea 
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SCNNH( CH2 ) 3 P OS i Me 3 
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340  CioH25N203PSSi2  56051-87-7 

Phosphonic  acid,  [l-(carbonothioylhydrazino)propyl]-,  bis(tri~ 
methylsilyl)  ester 

OS  i Me  3 
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SCNNHCHE  t POS  i Me 3 
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340  CuFho^OeSi  40732-58-9 

6/i-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one,  3-(acetyl= 
oxy)-2,3,3a,9a-tetrahydro-2-[[(trimethylsilyl)oxy]methyl]-, 
[2/M2«,3d,3ad,9ad)]- 


Jl 

O' XN 


340  Ci4H2oN206Si  40732-60-3 

6/7-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one.  2-[(acetyl;=: 
oxy)methyl]-2,3,3a,9a-tetrahvdro-3-[(trimethylsilyl)oxy]-, 
[2fi-(2a,3d,3ad,9ad)]- 


340  CiiH2oS5Si  57379-39-2 

Silane,  trimethyl(l,5,7-trimethyl-2,4,6,8,9-pentathiatricyclo= 
[3.3. 1.13,  v]dec-3-yl)- 


Me 


Me 


N 

O^N 
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340  C15H13CIO5S  55191-30-5 

Spiro  [benzofuran-2(3H),l'- [3]  cyclohexene] -2’,  3-dione,  7- 
chloro-4'-mercapto-4,6-dimethoxy- 


ci 


340  C16H15F3N2O3  51770-11-7 

Ethanone,  2,2,2-trifluoro-l-[2-(4-methylphenyl)-5-(4-morpho= 
linyl)-4-oxazolyl]- 


COCF  3 


Me 


340  Ci6H2804Si2  27798-75-0 

Hydrocinnamic  acid,  3,4-bis(trimethylsiloxy)-,  methyl  ester 


Me 3 Si 


Me  3 S i 
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340  CisHaOiSb  56051-49-1 

Benzenepropanoic  acid,  3-methoxy-4-[(trimethylsilyl)oxy]-, 
trimethylsilyl  ester 


CH2  CH2  C(  0)  OS  i Me  3 


340  Ci6H2804Si2  57397-10-1 

Benzeneacetic  acid,  a-methyl-a,4-bis[(trimethylsilyl)oxy]-,  methyl 
ester 


OS  i Me 3 
I 

CMeC(  0)  OMe 
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340  CisHiaBrCL  55299-27-9 

Methanone,  (5-bromo-6-methoxy-2-naphthalenyl)phenyl- 


Br 


Ph  CO 
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340  C18H16N2O3S  16238-46-3 

2/f-l,3-Thiazine-6-carboxylic  acid,  tetrahydro-4-oxo-3- 
phenyl-2-(phenylimino)-,  methyl  ester 


YY 

>h  j 


C(  0)  OMe 


340  C18H16N2O5  55299-23-5 

2-Propenoic  acid,  2-[methyl(2-nitrobenzoyl)amino]-3-phenyl-, 
methyl  ester 


CHPh 

II 

aCONMeCC(  0)  OMe 
NO2 


340  Ci8Hi6N2Se 

Indole,  3,3'-(selenodimethylene)di- 


21903-68-4 


340  Ci8Hi7BrN2  32589-49-4 

Cyclopropanecarbonitrile,  l-lp-bromophenyRY-fp-ldimethyl^ 
amino)phenyl]- 


340  Ci8Hi7C1N40  27807-99-4 

2-Pyrazolin-5-one,  4-[[2-chloro-4-(dimethylamino)phenyl]im= 
ino]-3-methyl-l-phenyl- 


J 1 1 1 1 1 1 1—^—1 — l — 

ill 

1 — 1 

■1 , ill 

“i 1 1 1 1 1 1 — ^-i t — 1 1“  i11 1 — 1 — L- H — 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


340 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2649 


340  C18H20N4O3  35522-78-2 

D-n'6o-Hexos-2-ulose,  3,6-anhydro-,  bis(phenylhydrazone) 


H H H 


CCH=NNHPh 


NNHPh 


340  C18H2oN403  55299-25-7 

Benzamide,  iV-ethyl-4-[(4-nitrophenyl)azo]-iV-propyl- 


P r NE  t CO 


340  C19H20N2O2S  34532-49-5 

1-Naphthalenesulfonamide,  5-(dimethylamino)-AMphenylrnethyl)- 

SO2  NHCH2  Ph 


Me  2 N 


340  C19H20N2O4  21059-65-4 

2,3-Butanediol,  3-methyl-l-[4-[2-(3-pyridinyl)-4-oxazolyl]  ~ 
phenoxy]- 
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340  C20H20O5  56771-64-3 

4//-l-Benzopyran-4-one,  2,3-dihydro-5-hydroxy-2-(4- 
hydroxyphenyl)-7-[(3-methyl-l-butenyl)oxy]- 
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340 


340  C20H24N2O3  5980-01-8 

Curan-17-oic  acid,  2,16-didehydro-20-hydroxy-,  methyl  ester, 
(20a)- 


C(0)0Me 


340  C20H24N2OS  362-29-8 

1-Propanone,  l-[10-[2-(dimethylamino)propyl]-10//-pheno:::: 
thiazin-2-yl]- 

CH2  CHMe  NMe  2 


340  C20H24N2O3  3620-79-9 

Aspidodasycarpine,  de(hydroxymethyl)- 
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C20H24N2O3 

30809-33-7 

l//-Indolo[3,2,l-de][l,5]naphthyridine-6-carboxylic  acid,  2,= 
3,3a,4,5,6-hexahydra-5-[l-(hydroxymethyl)-l-propenyll-,  methyl 
ester,  [3aS-[3aa,5j8(E),6a]]- 


340 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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340  C20H24N2O3  38681-90-2 

Curan-17-oic  acid,  2,16-didehydro-19-hydroxy-,  methyl  ester,  (20£)- 


C(  0)  OMe 


340  C20H24N2O3  40169-69-5 

Condyfolan-16-carboxylic  acid,  2,16-didehydro-,  methyl  ester, 
4-oxide 


340  C20H24N2O3  55702-35-7 

Azecino[4,5,6-cd]indole-ll-carhoxylic  acid,  6 acetyl  2,6,7,10,= 
11,12-hexahvdro-l, 8-dimethyl-,  methyl  ester 


Me OC(  0) 


120  130  140  ISO 
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340  C20H24N2O3  56114-73-9 

Curan-17-oic  acid,  19,20-didehvdro-14-hydroxy-,  methyl  ester, 
(16a,  19£)~ 


C(  0)  OMe 


340  C20H24N2O3  56324-22-2 

2,5-Ethano-2/f  azocino[4, 3 6)indole-6  carboxylic  acid,  4 
ethylidene-l,3,4,5,6,7-hexahydro-6-(hydroxymethvl)-,  methyl 
ester 


III  ,l! 
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340 


340  C20H24N2O3  56588-18-2 

Cinchonan,  6'-methoxy-,  l,l'-dioxide,  (8a,9R)~ 


ch2 


340  C21H24O4  1675-54-3 

Oxirane,  2,2'-[(l-methylethylidene)bis(4,l-phenyleneoxy=: 
methylene)]bis- 


0 


0 

11 


340  C20H36O4  141-02-6 

2-Butenedioic  acid  (£)-,  bis(2-ethylhexyl)  ester 

Me  ( CH2  ) 3 CHEt  CH2  OC(  0)  CH  = CHC(  0)  OCH2  CHE  t ( CH2  ) 3 Me 


340  C21H24O4  55334-55-9 

Phenol,  2,2'-methylenebis[6-methoxy-3-(2-propenyl)- 

CH2CH:CH2  CH2CH  = CH2 


OMe  OMe 
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340  C21H24O2S  31061-73-1 

l,3-Oxathiolan-5-one,  4,4-diphenyl  2,2-dipropyl 


340  C21H28N2O2 

Aspidospermidin-17-ol,  1 -acetyl- 


2122-21-6 
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340  C21H28N2O2  16101-12-5 

18-Noralstophyllan-19-ol,  20,21-dihydro-21-methyl- 
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340  C21H28N2O2  26251-90-1 

2H-3,7-Methanoazacycloundecino[5,4-6]indole-9-carboxylic  acid, 
5-ethvl-l,4,5,6,7,8,9,10-octahvdro-,  methyl  ester,  [5S-(5/?*,= 
7ft*. 9S*)]- 


C(  0)  OMe 


340  C21H28N2O2  34384-63-9 

Indolo[2,3-a]quinolizine-2-ethanol,  d-ethyl-l,2,3,4,6,7,12,12b- 
octahydro-,  acetate  (ester),  [2S-[2«(S*),12ba]]- 


CHEt  CH2  OAc 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


340  C21H28N2O2 

Aspidofractinine,  6,17-dimethoxy-,  (6/3)- 


54965-81-0 
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340  C21H28N2O2  55103-42-9 

Aspidofractinine-3-methanol,  17-methoxy-,  (2a, 3/3, 5a)- 
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CH2  0H 
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340 


340  C21H28N2O2  55103-44-1 

Aspidofractinine-3-methanol,  17-methoxy-,  (2a, 3a, 5a)- 


MeO  CH2OH 


340  C21H28N2O2  55320-30-4 

Acetamide,  N-[2-(3-ethyl-2,3,4,9-tetrahydro-4-methoxy-l- 
methylene-lH-carbazol-2-yl)ethyl]-A/-methyl- 


ch2 


OMe 
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340  C21H28N2O2  55700-36-2 

Aspidospermidine-3-carboxylic  acid,  methyl  ester,  (2/3, 3a, 5 a,= 
12/3, 19a)- 
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340  C21H28N2O2  55781-30-1 

Aspidospermidine-3-carboxylic  acid,  methyl  ester,  (2/3, 3/3, 5a,  = 
12/3,19  a)- 


C(  0) OMe 


340  C21H28N2O2  56053-31-7 

2,20-Cyclo-8,9-secoaspidospermidine-3-carboxylic  acid,  methyl 
ester,  (2a, 3/3, 5a,  12/3, 19a, 20/?)- 


340 
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340  C21H28N2O2  56143-38-5 

Condyfolan,  1 -acetyl- 1 1-methoxy- 


1 

Ac 
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310  320  330  3 

10  350  360  370  380  390  400  410  420  430  440  450 

340  C21H28N2O2  56259-09-7 

18,19  Secovohimban-19-oic  acid,  16-methyl-,  methyl  ester, 
(15o,20£)- 

Bu  -s 


340  C21H40O3  821-17-0 

Oleic  acid,  3-hydroxypropyl  ester 

HO(  CH2  ) 3 OC(  0)  ( CH2  ) 7 CH  = CH(  CH2  ) 7 Me 


340  C21H40O3  2388-76-3 

Eicosanoic  acid,  11-oxo-,  methyl  ester 

Me  ( CH2  ) 8 C0(  CH2  ) 9 C(  O)  OMe 


340  C22H16N2O2  28567-85-3 

2(l/7)-Pyrimidinone,  5-phenoxy-4,6-diphenyl- 

Ph 


OPh 

Ph 


H 
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340 


340  C22H32N2O 

Aspidospermidine,  l-ethyl-17-methoxy- 


5523-58-0 


340  C22H44O2 

Heneicosanoic  acid,  methyl  ester 


6064-90-0 


340  C22H44O2  112-85-6 

Docosanoic  acid 


H02CICH2  )20Me 


340  C22H44O2  123-95-5 

Octadecanoic  acid,  butyl  ester 

Me  ( CH2  ) 3 OC(  O)  ( CH2  ) 1 6 Me 
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Me  ( CH2  ) 1 9 C ( O ) OMe 


340  C22H44O2  29366-66-3 

Octadecanoic  acid,  4,8,12-trimethyl-,  methyl  ester 

Me OC(  O)  CH2CH2  CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 5 Me 


340  C22H44O2  55193-79-8 

Octanoic  acid,  1-methyltridecyl  ester 

Me  ( CH2  ) 1 1 CHMe  OC(  O)  ( CH2  ) 6 Me 


340  C22H44O2  55334-53-7 

Eicosanoic  acid,  3-methyl-,  methyl  ester 

Me  ( CH2  ) 1 6 CHMe CH2  C(  O)  OMe 


340 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

340  C23H32O2  96-65-1 

Phenol,  4,4'-methylenebis[2-(l,l-dimethylethyl)-6-methyl- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

340  C23H32O2  119-47-1 

Phenol,  2,2'-methylenebis[6-(l,l-dimethylethyl)-4-methyl- 


340  C23H32O2  977-79-7 

Pregna-4,6-diene-3,20-dione,  6,17-dimethyl- 
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340  C23H32O2  20690-84-0 

Mesitol,  aM3,5-di-ferf-butyl-4-hydroxyphenyl)- 


ch2  — 
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340  C23H32O2  55334-58-2 

Pregn-4-ene-3,20-dione,  16-methyl-6-methylene-,  (16a)- 


340  C23H48O  3133-01-5 

1-Tricosanol 


Me  ( CH2  ) 2 2 OH 


340  C24H20O2  36858-84-1 

Benzeneacetic  acid,  a-(diphenylethenylidene)-,  ethyl  ester 

E t OC  ( O ) CP  h = C = CP  h 2 


340  C24H36O 

Phenol,  2,4,6-tricyclohexyl- 


2130-62-3 


340  C25H40  55334-30-0 

Benzene,  [3-(2-cyclohexylethyl)-6-cyclopentylhexyl]- 


CH2  CH2  Ph 
CH2CH2CH(CH2)3 


340  C25H40  55334-31-1 

Benzene,  [6-cyclopentyl-3-(3-cyclopentvlpropyl)hexyl]- 


CH2  CH2  Ph 
I 

(CH2  ) 3 CH ( CH2  )3 
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340  C26H28  56248-66-9 

Chrysene,  6-octyl- 


( CH2  ) 7 Me 


341  CnH32N03PSi3  53044-37-4 

Phosphonic  acid,  [l-[(trimethylsilyl)arnino]ethyl]-,  bis(trimethylsilyl) 
ester 


OS  i Me  3 

I 

Me3  S i NHCHMePOSi Me3 
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341  CiiH32N03PSi3  56051-90-2 

Phosphonic  acid,  [2-[(trimethylsilyl)amino]ethyl]-,  bis(trimethylsilyl) 
ester 


Me3  S i NHCH2  CH2  POS i Me 3 
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341  CuHieBrNCU  33511-76-1 

Fumaric  acid,  (p-bromoanilino)-,  diethyl  ester 

C(  O)  OEt 

i 

NHC  = CHC( O) OEt 

Br 


310  320  330  340  3S0  360  370  380  390  400  410  420  430  440  450 


341  C14H22F3NO5  2926-77-4 

Aspartic  acid,  N-(trifluoroacetyl)-,  dibutyl  ester,  L- 

NHCOCF  3 

I 

Me  ( CH2  ) 3 OC(  O)  CH?  CHC(  0)  0(  CH2  ) 3 Me 
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341  C14H22F3NO5  57983-73-0 

L-Aspartic  acid,  N-(trifluoroacetyl)-,  bis(l-methylpropyl)  ester 

NHCOCF  3 
I 

s -Bu  0C(  0)  CH2CHC(  0)  OBu-s 


341  Ci6H3iN03Si2  10538-87-1 

Phenethylamine,  3-methoxy-iV-methyl-|d,4-bis(t.rimethylsiloxy)- 


OSi Me3 
I 

CHCH2  NHMe 


341  C17H11NO7  313-67-7 

Phenanthro[3,4-d]-l,3-dioxole-5-carboxylic  acid,  8-methoxy- 
6-nitro- 


341  C2oH23N04  476-69-7 

47/-Dibenzo[dc,g]quino]in-l-ol,  5,6,6a,7-tetrahydro-2,10,ll- 
trimethoxy-6-methyl-,  (S)- 


341  C2oH23N04  5544-49-0 

1,3-Dioxolo [4, 5-g] isoquinoline,  S-flS^-dimethoxyphenyl)^ 
methyl]-5,6,7,8-tetrahydro-6-methyl-,  (/?)- 


342 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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341  C21H43NO2  56817-90-4 

Octadecanoic  acid,  6-(dimethylamino)-,  methyl  ester 

NMe2 

I 

MeOC( 0) ( CH2 ) 4 CH( CH2 ) 1 1 Me 


341  C23H19NO2  19363-81-6 

Ethanone,  2-(4,5-dihydro-3,5-diphenyl-5-isoxazolyl)-l-phenyl- 

ph_^\^CH2C0Ph 

\\  /^Ph 
N - 0 


341  C23H19NO2  50617-01-1 

2-Naphthalenol,  l-(l/7-naphth[l,2-e][l,3]oxazin-2(3//)-ylmethyl)- 
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341  C23H19NO2  53774-23-5 

2H-Pyrrol-2-one,  1 ,5-dihydro- l-(4-methoxyphenyl)-5,5-diphenyl- 
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341  C25H27N  20360-17-2 

Cyclohexylamine,  N-trityl- 
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342  C2H2Br4  79-27-6 

Ethane,  1,1,2,2-tetrabromo- 

Br  2 CHCHBr  2 
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342  C6HioBr2Cl202  35972-80-6 

2,5-Hexanediol,  l,6-dibromo-3,4-dichloro- 

Br  CH2  CH(  OH  ) CHC I CHCI  CH(OH)  CH2  B r 


342  CiiHi6C102PS3  786-19-6 

Phosphorodithioic  acid,  S-[[(4-chlorophenyl)thio]methyl]  0,0- 
diethyl  ester 

OEt 

i 


342  C12H22O11  57-50-1 

a-D-Glucopyranoside,  d_D_fructofuranosyl 


342  C8Co208  10210-68-1 

Cobalt,  di-ju-carbonylhexacarbonyldi-,  (Co-Co) 


co 


j 'ch2oh 

OH 


342  C13H11F5O5  55683-23-3 

Benzeneacetic  acid,  3-methoxy-4-(2,2,3,3,3-pentafluoro-l-oxo:::: 
propoxy)-,  methyl  ester 


342 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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342  Ci3H22N205Si2  55429-30-6 

6/f-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one,  3-[(dimethyl= 
silyl)oxy]-2-[  [(dimethyls  ilyl)oxy]methyl]-2, 3, 3a,  9a-tetrahvdro-, 
[2R-(2a,3/3,3ad,9ad)]- 
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342  Ci5H2605Si2  10517-29-0 

Benzoic  acid,  3,5-dimethoxy-4-[(trimethylsilyl)oxy]-,  trimethylsilyl 
ester 


342  CisHaoNaOaSh  52937-65-2 

2,4,6(lH.3/L5H)-Pyrimidinetrione,  5-ethyl-5-(l-methylethyl)- 
l,3-bis(trimethylsilyl)- 


o 


S i Me  3 


342  CisHsoOaSb  10586-12-6 

Silane,  [l,3,5-benzenetriyltris(oxy)]tris[trimethyl- 


OSi  Mes 


342  CisHsoOsSis  17864-23-2 

Silane,  [l,2,3-benzenetriyltris(oxy)]tris[trimethyl- 


Mej  S i 


OS  i Me  3 
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342  CisHuOSa  2204-32-2 

[l,2]Dithiolo[l,5-6][l,2]dithiole-7-SIV,  2-(4-methoxyphenyl)- 
5-phenyl- 


,s.  .s 
s 


342  Ci6H3oN204Si  29836-74-6 

Barbituric  acid,  5-ethyl-l,3-dimethyl-5-[l-methyl-3-(tri  = 
methylsiloxy)butyl]- 


Me  II  CHMe  CH2  CHMe  OS  i Me  3 


I 

Me 


342  CnHisSn 

Stannane,  trimethyl-9-phenanthryl- 


957-74-4 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


342  CisHsoOe  7568-58-3 

l-Propene-l,2,3-tricarboxylic  acid,  tributyl  ester 

C(  O)  0(  CH2  ) 3 Me 

Me  ( CH2  ) 3 OC ( O)  CH2C  = CHC(  O)  0(  CH2  ) 3 Me 
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342  C18H30S3 

7,14,21-Trithiatrispiro[5.1.5.1.5.1]heneicosane 


177-58-2 
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342  C18H34N2O4  55712-43-1 

L-Leucine,  AT-(A-acetyl-L-leucyl)-,  butyl  ester 

Ac  NH  CH2  CHMe  2 
I I 

Me 2 CHCH2  CHCONHCHC(  0)  0(  CH2  ) 3 Me 


342  CigHisOe  1168-42-9 

4//-l-Benzopyran  4-one,  5,6,7-trimethoxy-2-(4-methoxyphenyl)- 


MeO  0 


342  _ Ci9Hi806  14585-15-0 

Flavone,  2',3,5,7-tetramethoxy- 


MeO  0 


100 

80 

60 

40 

20 

0 


120  130  140  150 


342  Ci9Hi806  14813-19-5 

4/7  1-Benzopyran-4-one,  2-(2,6r-dimethoxyphenyl)-5,6-dimethoxy- 

OMe 


MeO  0 


342  CigHisOe  16692-52-7 

4//-l-Benzopyran-4-one,  3,5,7-trimethoxy-2-(4-methoxyphenyl) 


MeO  0 
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342 


342  CigHisOe  17093-86-6 

4//- l-Benzopyran-4-one,  2-(3,4  dimethoxyphenyl)-3,7  -dimethoxy- 


o 
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342  C19H22N2O2S  56438-23-4 

10/7-Phenothiazin-3-ol,  10-[3-(dimethylamino)propyl]-,  acetate 
(ester) 


( CH2 ) 3 NMe2 
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342  C19H34O5  29263-73-8 

Heptadecanedioic  acid,  9-oxo-,  dimethyl  ester 

Me OC(  0)  ( CH2  ) 7 CO(  CH2  ) 7 C(  0)  OMe 
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342  C20H14N4O2  33471-64-6 

1H-1, 2, 3-Triazole,  l-(m-nitrophenyl)-4,5-diphenyl- 


Ph 


NO2 


342  C20H22O5  17375-66-5 

5-Benzofuranpropanol,  2-(3,4-dimethoxyphenyl)-7-methoxy- 


MeO 
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342  C20H22O5  56771-79-0 

[3,6'-Bi-2//-l-benzopyran]-3,7,7'(4//)-triol,  3,,4,-dihydro-2',2'- 
dimethyl- 
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342  C20H26N2O3  21451-69-4 

Aspidodispermine,  O-methyl- 
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342  C20H38O4  55448-57-2 

Tetradecanedioic  acid,  3,6,9, 12-tetramethyl-,  dimethyl  ester 

Me  OC(  0)  CH2CHMeCH2  CH2  CHMeCH2  CH2  CHMeCH2  CH2  CHMeCH2  C(  0)  OMe 
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342  C20H38O4  56438-11-0 

1,1-Hexadecanediol,  diacetate 

( CH2 ) 1 4 Me 
I 

AcOCHOAc 


342  C20H38O4  1472-93-1 

Octadecanedioic  acid,  dimethyl  ester 

Me OC(  O)  ( CH2  ) 1 6 C(  O)  OMe 
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342  C20H38O4  56599-49-6 

2/y-Pyran,  2,2'-[l,10-decanediylbis(oxy)]bis[tetrahydro 
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342 


342  C20H38O4  56630-71-8 

Tetradecanoic  acid,  (2,2-dimethyl-l,3-dioxolan-4-yl)methyl  ester 


*Cr 


CH20C(0)  ( CH2  ) 1 2 Me 


342  C21H14N2O3  27398-55-6 

Benzamide,  N-[(2-nitrofluoren-9-ylidene)methyl] 


CHNHCOPh 


342  C21H30N2O2  54658-04-7 

Aspidospermidin-21-ol,  17-methoxy-l-methyl- 


342  C2iH3o02Si  1839-54-9 

Estra-l,3,5(10)-trien-17-one,  3-(trimethylsiloxy)- 


342  C21H26O4  55622-64-5 

Cyclopropanecarboxylic  acid,  2,2-dimethyl-3-(2-methyl-l- 
propenyl)-,  2-methyl-3-(2,4-pentadienyl)-4  -oxo-2-cyclo= 
penten-l-yl  ester,  monooxo  deriv. 


Me  CH2CH=CHCH=CH2 
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342  C21H42O3  10108-23-3 

Stearic  acid,  3-hydroxypropyl  ester 

HO(  CH2  ) 3 OC(  0)  ( CH2  ) 1 6 Me 
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342  C21H42O3  24257-07-6 

Hexadecanoic  acid,  2-hydroxy-3,7,ll,15-tetramethyl-,  methyl  ester 

MeOC(  0)  CH(  OH)  CHMe(  CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe2 


342  C22H30O3  18326-20-0 

Podocarpa-l,8,ll,13-tetraen-3-one,  14-isopropyl-l,13-dimethoxy- 


MeO 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


342  C22H30O3  18326-21-1 

Podocarpa-2,8,ll,13-tetraen-l-one,  14-isopropyl-3,13-dimethoxy- 


342  C22H30O3  18468-20-7 

Podocarpa-8,ll,13-trien-3-one,  13-hydroxy-14-isopropyl-,  acetate 
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342  C22H30O3  57397-32-7 

4a(27f)-Phenanthrenecarboxylic  acid,  l,3,4,9,10,10a-hexahydro- 
6-methoxy-l,l-dimethyl-7-(l-methylethenyl)-,  methyl  ester, 
(AaR-trans)- 


MeOC(  0) 
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C22H30O3 

57397-35-0 

342 

4(lH)-Phenanthrenone,  7-(acetyloxy)-2,3,4a,9,10,10a-hexa: 
hydro-1, l,4a-trimethyl-8-(l-methylethyl)-,  ( AaS-trans )- 
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342 

Ethanol,  2-(eicosyloxy)- 


C22H46O2 


2136-73-4 


HOCH2CH2  0(  CH2  ) 1 9 Me 
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342  C22H46O2 

Palmitaldehyde,  diisopropyl  acetal 

( i -Pr  0)  2 CH  ( CH2  ) 1 4Me 


18302-66-4 
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342  C22H46O2 

Palmitaldehyde,  dipropyl  acetal 

( P r O)  2 CH  ( CH2  ) 1 4 Me 


22140-81-4 
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342  C23H18O3  31231-48-8 

2//-l-Benzopyran-2-one,  8-(2,2-diphenylethyl)-7-hydroxy- 
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342  C23H22N2O  51004-01-4 

l,2-Diazetidin-3-one,  2-(l-methylethyl)-l,4,4-triphenyl- 
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342  C23H34O2  1048-01-7 

Pregn-4-ene-3,20-dione,  17-ethyl- 
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342  C23H34O2  1816-78-0 

Pregn-4-ene-3,20-dione.  6,16-dimethvl-,  (6a,  16a)- 

Me 


342  C23H34O2  1816-79-1 

Pregn-4-ene-3,20-dione,  6,16-dimethyl-,  (6/3, 16a)- 
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342  C23H34O2  5087-55-8 

Pregn-4-ene-3,20-dione,  6,17-dimethyl-,  (6a)- 


342  C23H34O2 

Pregn-4-ene-3,20-dione,  2,2-dimethyl- 


56196-80-6 
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342  C23H34O2  55400-13-0 

Pregn-4-ene-3,20-dione,  6,16-dimethyl-,  (6a,  16/5)— 

Me 
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342  C23H34O2  56246-45-8 

Pregn-4-ene-3,20-dione,  6,16-dimethyl- 
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342  C23H38N2  468-36-0 

Con-5-enin-3-amine,  N-methyl-,  (30)- 


342  C24H22O2  19023-27-9 

Ketone,  methyl  l,2,4,5-tetrahydro-2-methyl-2-(l-naphthyl)- 
l,4-methano-3-benzoxepin-5-yl 
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342  C24H38O  57597-08-7 

Chola-5,22-dien-3-ol,  (30,222?)- 
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342  C24H38O  57597-14-5 

Chola-5,22-dien-3-ol,  (30,22 Z)- 
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Chol-7-en-12-one,  (50)- 
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342  C24H38O  57983-06-9 

Androst-5-en-3-ol,  17-(2-pentenyl)-,  [3/3,17 (Z)]- 
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342  C25H42  56248-65-8 

1/f-Indene,  2-hexadecyl-2, 3-dihydro- 
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342  C25H26O  20705-40-2 

Benzene,  l,r,l"-[(cyclohexyloxy)methylidyne]tris- 


( CH2 ) 1 5 Me 
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342  C26H30  5368-75-2 

Benzene,  p-bis(4-phenylbutyl)- 


342  C25H42  55334-29-7 

177-Indene,  l-hexadecyl-2,3-dihydro- 

( CH2 ) 1 5 Me 


( CH2  ) 4 Ph 


P h ( CH2 ) 4 
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Pyrene,  1-deeyl- 
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343  CnHnNOg  28512-70-1 

2F/-l,4-Benzoxazin-3(4F/)-one,  2-(/}-D-glucopyranosyloxy)-7- 
hydroxy- 
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343  C15H13N5O5  52381-17-6 

Formamide,  N-[2-[((2,4-dinitrophenyl)hydrazono]methyl]  = 
phenyl]-N-methyl- 


343  CisHrNOe  17014-59-4 

l,3-Dioxolo[4,5-c]acridine-5,6(l  1/7,1  lbH)-dione,  1 lb-ethoxy- 
4-methoxy-ll-methyl- 


EtO 


0 0 


343  CisHnNOe  55721-24-9 

l,3(2H,9bH)  Dibenzofurandione,  e-acetyl^-Cl-aminoethylid^ 
ene)-7,9”dihydroxy-8,9b-dimethyl- 


343  C19H21NO5  17014-67-4 

9-Acridanone,  1 -ethoxy-2, 3, 4-trimethoxy-10-methyl- 

0 OEt 
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OMe 

Me  OMe 
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343  C20H21NO2.CIH  1163-37-7 

Isoquinoline,  3-ethyl-6,7-dimethoxy-l-(phenylmethyl)-,  hy= 
drochloride 


343  C21H29NO3  34443-74-8 

Ethanone,  l-(decahydro-4,6-dihydroxy-4,7-dimethyl-6- 
phenyl-l/f-pyrrolo[2,l,5-delquinolizin-3-yl)-,  [2aS-(2aa,= 
3a,4a,5aa,6a,7o;,8ad)]- 


343  C23H37NO 

Acetamide,  iV-5a:-androst-2-en-3-yl-N-ethyl- 


4642-51-7 
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344  CH3F7N4OP4  41006-36-4 

1,3,5,2,4,6-Triazatriphosphorine,  2-[(difluorophosphinyl)  = 
methylamino]-2,2,4,4,6,6-pentafluoro-2,2,4,4,6,6-hexahydro- 
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344  CiiH290ePSi2  18151-73—0 

Phosphoric  acid,  2,3-bis(trimethylsiloxy)propyl  dimethyl  ester 

Me  3 S i 0 OMe 

I I 

Me3  S i OCH2  CHCH2  OP  OMe 
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344  Ci2HioBr20‘2 

Naphthalene,  l,5-dibromo-2,6-dimethoxy- 


25315-06-4 


344  C12H9CI5O  24557-95-7 

2,5,7-Metheno-3//-cyclopenta[a]pentalen-3-one,  4,5,6,6,6a- 
pentachlorodecahydro-,  (2a,3al3,3bl3,4(3,5f3,6al3,7a,7al3,8R*)- 
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344  C12H9CI5O  33487-96-6 

2,7:3,6-Dimethanonaphth[2,3-b]oxirene,  3,4,6,9,9-pentachloro- 
la,2,2a,3,6,6a,7,7a-octahydro-,  (la«,2d,2ad,3/3,6d,6a/3,7/L7aa)- 
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344  Ci3H5F5Fe02  12176-60-2 

Iron,  dicarbonyl(7?5-2,4-cyclopentadien-l-yl)(pentafluorophenyl)- 
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344  C13H30O6P2  21458-48-0 

Phosphonic  acid,  1,5-pentanediylbis-,  tetraethyl  ester 

e 1 0 oet 
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E t OP  ( CH2  ) 5 POE  t 
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344  CisHieNeCL  55429-31-7 

1,3,5-Triazine,  2-[2-(4,6-dimethoxy-l,3,5-triazin-2-yl)-2,4- 
cyclopentadien-l-ylidene]-l,2-dihydro-4,6-dimethoxy- 


344  CnHi3Br03  56666-61-6 

9-Phenanthrenecarboxylic  acid,  8-bromo-9,10-dihydro-10-oxo-, 
ethyl  ester 


344  C18H16O7  125-46-2 

l,3(2H,9bH)-Dibenzofurandione,  2,6-diacetyl-7,9-dihydroxy- 
8,9b-dimethyl- 
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344  CisHieCb  4665-02-5 

ll/f-Dibenzo[6,e]  [l,4]dioxepin-7-carboxylic  acid,  3,8— di  = 
hydroxy-1, 4,6, 9-tetramethyl-ll-oxo- 


344  C18H16O7  6068-80—0 

4/i-l-Benzopyran-4-one,  2-(3,4-dimethoxyphenyl)-3,5-di= 
hydroxy-7-methoxy- 
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344  CisHieCb  18058-86-1 

l(9bH)-Dibenzofuranone,  2,8-diacetyl-3,7,9-trihydroxy-6,9b- 
dimethyl-,  (+)- 


344  CisHieOv  18103-42-9 

4/f-l-Benzopyran-4-one,  5,7-dihydroxy-2-(3,4,5-trimethoxy= 
phenyl)- 


344  C19H20O6  14991-62-9 

[2]Benzopyrano[4,3-6][  l]benzopyran-6a(7L/)-ol,  5,12a-di  = 
hydro-2,3, 10-trimethoxy- 


l 1 11 i 1 i 

li 1_ 
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344  C19H20O6  16877-49-9 

[2]Benzopyrano[4,3-5][l]benzopyran-7-ol,  5,6a,7,12a-tetra= 
hydro-2,3, 10-trimethoxy-,  [6aS-(6aa,7a,12a/3)]- 
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344  C19H20O6  23911-61-7 

1,2-Dibenzofurandicarboxylic  acid,  3,9b-dihydro-7-methoxy- 
4,9b-dimethyl-,  dimethyl  ester 


C(  0) OMe 
C(  0)  OMe 


344  C19H20O6  55429-33-9 

2H-l-Benzopyran-3,4-diol,  3-(l,3-dihydro-6-methoxy-5-iso= 
benzofuranyl)-3,4-dihydro-7-methoxy- 


OH 
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344  C19H20O6  56247-79-1 

1,2-Dibenzofurandicarboxylic  acid,  l,9b-dihydro-7-methoxy- 
4,9b-dimethyl-,  dimethyl  ester 


C(  0)  OMe 
C(  0)  OMe 


344  Ci9H2802Si2  18641-44-6 

Silane,  [methylenebis(p-phenyleneoxy)]bis[trimethyl- 


344  C19H36O5  55398-23-7 

l,2,4-Trioxolane-2-octanoic  acid,  5-octyl-,  methyl  ester 


Me  ( CH2  ) 7 


( CH2  ) 7 C(  0)  OMe 
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344  C20H24O5  5508-47-4 

Gibb-3-ene-l,10-dicarboxylic  acid,  2,4a-dihydroxy-l-methyl- 
8-methylene-,  l,4a-lactone,  10-methyl  ester,  (1«, 2/3, 4a«,4b/3, 10/3)- 


C(  0)  OMe 


344  C20H24O5  15355-45-0 

Gibb-2-ene-l,10-dicarboxylic  acid,  4a,7-dihydroxy-l-methyl- 
8-methylene-,  l,4a-lactone,  10-methyl  ester,  (la,4aa,4b/3,10/3)- 


344  C20H24O5  26535-35-3 

2//,8H-Benzo[  1, 2-6:5, 4-6']dipyran-10-propanoic  acid,  5-meth= 
oxy-2,2,8,8-tetramethyl- 


CH2CH2CO2H 


OMe 
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344  C20H24O5  26535-36-4 

2H,86/-Benzo[l, 2-6:3, 4-6']dipyran-6-propanoic  acid,  5-meth= 
oxy-2,2,8,8-tetramethyl- 


344  C21H13CIN2O  52736-89-7 

Naphtho[l,2-5]phenazin-5(8//)-one,  6-chloro  8-methyl- 
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344  C21H16N2O3  36664-52-5 

l/i-Pyrazole-4-acetic  acid,  5-(2-furanyl)-l,3-diphenyl- 


CH2CO2H 


\ 

Ph 


344  C21H28O4  2484-50-6 

Pregn-4-ene-3,15,20-trione,  17-hydroxy- 


344  C21H28O4  6072-93-1 

Picrasa-l,13-diene-3,16-dione,  15-hydroxy-4-methyl- 


344  C21H28O4  11007-65-1 

Gibbane-l,10-dicarboxylic  acid,  4a-(hydroxymethyl)-l- 
methyl-8-methylene-,  l,4a-lactone,  10-methvl  ester,  (lc*,= 
4a«,4bd,10d)- 
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344  C21H32N2O2  14358-60-2 

l/i-Pyrido[3,4-6]indole-l-butanol,  7-sec-butyl-2,3,4,9-tetra= 
hydro-6-methoxy-2-methyl- 

CH2CH2OH 
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CH2  CHCHMe  CH2  Me 
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344  C22H16O4  22738-32-5 

Dibenzo[6,/i]biphenylene-5,6,ll,12-tetrone,  5a,5b,l la,llb- 
tetrahydro-5a,l  la-dimethyl-,  syn- 
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344  C22H24N4  16739-55-2 

5H,13/7-Diindolo[3,2-e:3',2'-;][2,6]naphthyridine,  6,7,73,8,14,= 
15-hexahydro-7,15-dimethyl- 


344  C22H24N4  16739-54-1 

5f/,13H-Dibenzo[c,/7]dipyrrolo[3,2-e:3',2'-j'][2,6]naphthyridine, 
6,7,7a,8,14.15-hexahydro-7,15-dimethyl- 


344  C22H32O3  ’ 520-85-4 

Pregn-4-ene-3,20-dione,  17-hydroxy-6-methyl-,  (6a)- 
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344  C22H32O3  2868-02-2 

Pregn-4-ene-3,20-dione,  17-hydroxy-16-methyl-,  (16a)- 


344  C22H32O3  6030-25-7 

18-Norpregn-4-ene-3,20-dione,  13-ethyl-17-hydroxy- 


Et 


344  C22H32O3  13254-82-5 

Pregn-4-ene-3,20-dione,  17-methoxy- 


Me  MeO  Ac 
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344  C22H32O3  19594-91-3 

A-Nor-5a-androstan-3-one,  17/3-hydroxy-5-vinyl-,  acetate 

CH:CH2 


344  C22H32O3  24067-43-4 

Podocarpa-8,ll,13-trien-17-oic  acid,  12-hydroxy-13-isopropyl-, 
ethyl  ester 


20- 
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344  C22H32O3  41756-33-6 

4(l/f)-Phenanthrenone,  9-(acetyloxy)-2-ethenyl-2,3,4b,5,6,7,= 
8, 8a, 9, 10-decahydro-2,4b,8,8-tet  ramethyl-,  [ 2i?-(2a,4b3,8aa .98) ] - 


310  320  330  3*0  350  360  370  380  390  400  410  420  430  440  450 


344  C22H32O3  56145-30-3 

Pregn-4-ene-3,20-dione,  17-hydroxy-2-methyl-,  (2a)- 


344  C22H32O3  57397-34-9 

4a(2if)-Phenanthrenecarboxylic  acid.  1, 3,4.9, 10.  lOa-hexahydro- 
6-methoxy-l.l-dimethyl-7-(l-methylethyl)-,  methyl  ester. 
(4a R-trans)- 
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344  C23H36O2  7673-18-9 

Androst-5-en-3^-ol,  4,4-dimethyl-,  acetate 

Me 
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344  C23H36O2  55162-58-8 

Androst-5-en-17-one,  16-(l,l-dimethylethyl)-3-hydroxy-, 
(3/3, 16a)- 
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344  C23H36O2  56298-02-3 

3,5-Cyclopregnane-20-carboxaldehyde,  6-methoxy-,  (3/3, 5a, 6/3)- 


OCHCHMe  Me 
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344  C23H40N2  21632-03-1 

Pregn-5-ene-3, 20-diamine,  N,N' -dimethyl-,  (3/3, 20S)- 


Me 


344  C24H24O2  24523-65-7 

Pivalic  acid,  trityl  ester 
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344  C23H36O2  56771-86-9 

l,4-Epoxynaphthalene-l(2/f)-methanol,  4,5,7— tris(l , 1— di  = 
methylethyl)-3,4-dihydro- 
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344  C24H40O  54411-73-3 

Chol-7-en-12-ol,  (5/1, 12a)- 


344  C24H40O  54411-84-6 

1-Pentanone,  l-[(5a,17/l)-androstan-17-yl]- 


344  C24H40O  54411-88-0 

Chol-8(14)-en-24-ol,  (5/1)- 


344  C24H40O  54482-52-9 

1-Pentanone,  l-[(5«)-androstan-17-yl]- 


344  C25H44  5637-96-7 

Benzene,  (3-octylundecyl) 
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344  C25H44  7225-65-2 

lHBenz[de] anthracene,  hexadecahydro-6-octyl- 
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344  C25H44  29136-19-4 

Benzene,  nonadecyl- 

P h ( CH  2)18  Me 


344  C27H20  20143-13-9 

Benzene,  l,r,l",r"-(l-propyn-l-yl-3-ylidyne)tetrakis- 

Ph  C: CCPh  3 


345  C8H15N3O8S2  6160-92-5 

Xylopyranoside,  methyl  4-azido-4-deoxy-,  2,3-dimethanesulfonate, 
a— D- 


0S02Me 


345  CiiH22F3N04Si2  52558-12-0 

L-Serine,  N-(trifluoroacetyl)-0-(trimethylsilyl)-,  trimethylsilyl  ester 

NHCOCP  3 
I 

Me3  S i OC(  0)  CHCH2  OS  i Me 3 


345 
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345  Ci3Hi8F2FeN02P  37725-98-7  345  C15H24N.I  52182-67-9 

Iron,  acetylcarbonyl(775-2,4-cyclopentadien-l-yl)(l-piperidinyl=  Cyclohexanaminium,  NJV^V-trimethyl-2-phenyl-,  iodide,  trans- 

phosphonous  difluoride-P)- 


345  CuHzsNOsPSb  53044-34-1 

Phosphonic  acid,  (l-amino-2-phenylethyl)-,  bis(trimethylsilyl)  ester 

OS i Me 3 

I 

PhCH2  CH( NH2 ) POSi  Me3 

II 
O 


345  C15H24N.I  52182-68-0 

Cyclohexanaminium,  A^AC.Y-trimethyl-2-phenyl-,  iodide,  cis- 


=h 


345  C16H15N3O4S  35076-83-6 

lOP-Phenothiazine,  10-butyl-3.7-dinitro- 


( CH2  ) 3 Me 
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345  C17H22F3NO3  58072-49-4 

L-Phenylalanine,  N-(trifluoroacetyl)-,  1-methylpentyl  ester 

CH2  Ph 
I 

Me  ( CH2  ) 3 CHMe  0C(  0)  CHNHCOCF  3 
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345  C21H15NS2  40532-76-1 

Benzenecarbothioamide,  N-(3-phenylbenzo[fc]thien-2-yl)- 

S.  .NHCSPh 


345  C18H19NO4S  24310-35-8 

5//-2-Benzazepin-5-one,  l,2,3,4-tetrahydro-8-methoxy-2-[(4- 
methylphenyPsulfonyl]- 


0 


Me 


345  C18H19NO4S  24310-39-2 

4(l/f)-Quinolone,  2,3-dihydro-6-methoxy-2-methyl-l-(p- 
tolylsulfonyl)- 


Ph 


345  C23H39NO  55320-49-5 

Acetamide,  N-[(3d,5cv)-androstan-3-yl]-M-ethyl- 

Me 


E t N ( Ac  ) 
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345  CLN3P3  940-71-6 

1,3,5,2,4,6-Triazatriphosphorine,  2. 2,4,4, 6,6-hexachloro-2, 2,4.4,= 
6,6-hexahydro- 


ci 


c'\ 


ci 


346  CeHioNTOis  20600-96-8 

1,2-Propanediol,  3,3'-oxydi-,  tetranitrate 

02N0  0NO2 

1 1 

O2  NOCH2  CHCH2  OCH2  CHCH2  ONO2 
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346  CgHnCLNbCL  52690-26-3 

Niobium,  dichloro(2-hydroxybenzaldehydato-0,0'  Idimethoxy- 

Cl  ' OMe 


346  C15H17F3N2O4  329-36-2 

L-Phenylalanine.  A-[AMtrifluoroacetyl)-L-alanyl]-,  methyl  ester 


F 3 CCONHCHMe  CONHCHC(  0)  OMe 


346  C15H17F3N2O4  57274-60-9 

Glycine,  A-[3-phenyl-AMtrifluoroacetyl)-L-alanyl]-,  ethyl  ester 

CH2  Ph 

E t OC( 0) CH2  nhcochnhcocf  3 


346  C15H22O9  3685-91-4 

D-manno-Heptitol,  2,6-anhydro-3-deoxy  , tetraacetate 
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346  C15H22O9  22144-42-9 

D-g/uco-Heptitol,  2,6-anhydro-3-deoxy-,  tetraacetate 


OAc  OAc 


346  C15H22O9  29364-56-5 

a-D-Glucofuranose,  l,2-0-(l-methylethylidene)-,  triacetate 


CHgOAc 

I 

AcOCH 

Me 
Me 


346  Ci6H2608  18142-14-8 

2-Furanhexanoic  acid,  tetrahydro-/3,5-dihydroxy-5-methoxy-, 
methyl  ester,  diacetate 
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346  Ci6H3404Si2  18408-42-9 

Sebacic  acid,  bis(trimethylsilyl)  ester 

Me3  S i OC(O)  ( CH2  ) e C(  0)  OS  i Me 3 


346  CisHigOv  3542-22-1 

Benzoic  acid,  2-hydroxy-4-[(2-hydroxy-4-methoxy-6-methyl:= 
benzoyl)oxy]-6-methyl-,  methyl  ester 


■ CH2  CHCH2  CHCH2  C(  0)  OMe 
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346  CisHisO-  18058-88-3 

l(4/f)-Dibenzofuranone,  2,6-diacetyl-4a,9b-dihydro-3,7,9-tri= 
hydroxy-8, 9b-dimethyl- 


346  CisHxsOv  55937-84-3 

1,2-Dibenzofurandicarboxylic  acid,  l^b-dihydro-T^-dimeth^ 
oxy-4,9b-dimethyl- 


346  CisHisOv  56847-13-3 

47/-l-Benzopyran-4-one,  2-(3,4-dimethoxyphenyl)-2,3-di  = 
hydro-5, 7-dihydroxy-6-methoxy- 
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346  CisHssBrO  56599-95-2 

Octadecanal,  2-bromo- 

OCHCHBr ( CH2  ) 1 5 Me 
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3-Flavanol,  3',4,4’,7-tetramethoxy-,  frans-2,3,cis-2,4-(+)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


20 


2694 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


346 


346  C19H22O6  56890-08-5 

Methanone,  (3,4-dimethoxyphenyl)(3,4,5-trimethoxy-2- 
methylphenyl)- 


346  C19H23O4P  55670-27-4 

Phosphonous  acid,  [2-(4-methoxyphenyl)-2-oxoethyl]-,  butyl  phenyl 
ester 


OPh 

I 

COCH2  P 0(  CH2  ) 3 Me 


346  C20H26O5  56196-59-9 

2-Butenoic  acid,  2-methyl-,  dodecahydro-3a,8c-dimethyl-6- 
methylene-7-oxooxireno[7,8]naphtho[l,2-6]furan-3-yl  ester, 

[laR-[laa,3d(Z),3aa,5ad,8aa,8bd,8ca]]- 


346  C20H26O5  56196-60-2 

2-Betenoic  acid,  2-(hydroxymethyl)-,  4,5,6,7,8,9-hexahydro- 
3,4a,5-trimethyl-9-oxonaphtho[2,3-'6]furan-8a(4a//)-yl  ester, 
[4ai?-(4aa,5a,8aa)]- 


H0CH2 
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2-Pyrazolin-5-one,  3-methyl- l-phenyl-4-[(p-piperidino  = 
phenyl)imino]- 
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346  C21H27FO3  32307-43-0 

Androst-4,6-dien-3-one,  2d-fluoro-17d-hvdroxy-,  acetate 


346  C21H30O4 

Pregn-4-ene-3,20-dione,  17,21 -dihydroxy- 


152-58-9 
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346  C21H30O4  50-22-6 

Pregn-4-ene-3,20-dione,  11,21-dihydroxy-,  (11/3)- 
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346  C21H30O4  600-67-9 

Pregn-4-ene-3,20-dione,  11,21-dihydroxy-,  (11a)- 


346  C21H30O4  1443-89-6 

Androst-5-en-17-one,  3-(acetyloxy)-14-hydroxy-,  (3d)- 
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Pregn-4-ene-3,20-dione,  19,21-dihydroxy- 
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Pregn-4-ene-3,20-dione,  6,17-dihydroxy-,  (6 f3)~ 
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346  C21H30O4  2857-42-3 

Androst-5-en-17-one,  3-(acetyloxy)-19-hydroxy-,  (3/?)- 
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346  C21H30O4  14226-13-2 

Pregn-4-ene-3,20-dione,  14,17-dihvdroxy- 


346  C21H30O4  31858-08-9 

Podocarp-13-ene-14-glycolic  acid,  7-hydroxy-8,13-dimethyl- 
3-oxo-,  5-lactone 


346  C21H30O4  54498-68-9 

Androstane-3,7,17-trione,  cyclic  7-(l,2-ethanediyl  acetal),  (5a)- 

Me 


346  C21H30O4  55622-61-2 

Pregn-4-ene-3,20-dione,  11,16-dihydroxy-,  (11a, 16a)- 

Me 
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346  C21H30O4  56193-65-8 

Pregn-4-ene-3,20-dione,  16,17-dihydroxy- 
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Pregn-4-ene-3,20-dione,  2,21-dihydroxy-,  (2a)- 

Me 


346  C22H10N4O  52197-19-0 

97f-Indeno[l,2-6]pyrazine-2,3-dicarbonitrile,  9-(2,3-dihydro- 
2-oxo-lH-inden-l-ylidene)- 


346  C22H18O4  6315-80-6 

l(3/7)-Isobenzofuranone,  3,3-bis(4-methoxyphenyl)- 

OMe 


346  C22H18O4  55429-42-0 

47/-l-Benzopyran-4-one,  2,3-dihydro-3-hydroxy-2-(4-meth:::: 
oxyphenyl)-3-phenyl- 
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346  C22H26N4  595-05-1 

Calycanthine 


H 


346  C22H26N4  4147-36-8 

Calycanthidine,  1-demethyl-,  (±)- 


Me 
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3a«,8a/?-Chimonanthine 


Me 


Me 
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Calycanthidine,  1-demethyl- 
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C22H26N4 
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Calycanthine,  (±)- 
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Me — I^N  ||  ] 
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346  C22H34O3  16321-28-1 

Androstan-17-ol,  2,3-epoxy-3-methyl-,  acetate,  (2/3, 3/3, 5a,  17/3)- 

Me 
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346  C22H34O3  16321-36-1 

Androstan-17-ol,  2,3-epoxy-3-methyl-,  acetate,  (2a, 3a, 5a, 17/?)- 


Me 
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Androstan-17-ol,  2,3-epoxy-l-methyl-,  acetate,  (la, 2/3, 3/3, 5a,  17/3)- 

Me 
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Androstan-17-ol,  2,3-epoxy-l-methyl-,  acetate,  (la, 2a, 3a, 5a,  17/3)- 

Me 
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346  C22H34O3  ^ 26548-91-4 

1-Phenanthrenecarboxylic  acid,  l,2,3,4,4a,4b,5,6,10,10a-deca= 
hydro-7-(l-methoxy-l-methylethyl)-l,4a-dimethyl-,  methyl 
ester,  [l/?-(la,4a/3,4ba,10aa)]- 


346  C22H34O3  54550-09-3 

Androstan-3-one,  17-(acetyloxy)-2-methyl-,  (2/3,5/3,17/3)— 


Me.  Me 


346  C22H34O3 

Kauran-18-al,  17-(acetyloxy)-,  (4/3)- 


CH2  OAc 


55902-84-6 
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346  C22H38N2O  27741-48-6 

Pregn-5-en-18-ol,  20-amino-3-(methylamino)-,  (3/},20S)- 

CH2  oh 


346  C22H380Si  49774-79-0 

Silane,  [[(3/3)-androst-5-en-3-yl]oxy]trimethyl- 
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346  C23H38O2  7761-08-2 

5a-Androstan-3/3-ol,  4, 4-dimethyl-,  acetate 


Me 


346  C23H38O2  17364-34-0 

6,9,12,15-Docosatetraenoic  acid,  methyl  ester 

MeOC(  0)  ( CH2  ) 4 CH  = CHCH2  CH  = CHCH2  CH  = CHCH2  CH  = CH  ( CH2  ) 5 Me 
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Sulfide,  pentyl  trityl 

Me ( CH2 ) 4 SCPh 3 
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Cholan-3-ol,  (3a, 5/3)- 

Me 
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346  C24H42O  42921-44-8 

Cholan-3-ol,  (3/3, 5/3)- 


346  C25H46  55401-70-2 

Cyclohexane,  l,l'-[3-(3-cyclopentvlpropvl)-l,5-pentanediyl]bis- 
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346  C25H46  55401-71-3 

Cyclohexane,  l,r-[3-(2-cyclopentylpropyl)-l,5-pentanediyl]bis- 
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346  C25H46  55401-72-4 

Cyclohexane,  [6-cyclopentyl-3-(3-cyclopentylpropyl)hexyl]- 
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Cyclopentane,  l,l'-[4-(3-cyclopentylpropyl)-l,7-heptanediyl]bis- 
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346  C26H34  2883-70-7 

Anthracene,  9-dodecyl- 
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Phenanthrene,  9-dodecyl- 
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Indeno[2,l-a]indene,  3-decyl-4b,5,9b,10-tetrahydro- 
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347  C14H16F3N3O4  26399-36-0 

Benzenamine,  N-(cyclopropylmethyl)-2,6-dinitro-N-propyl-4- 
(trifluoromethyl)- 


80 

60 


( CH2  ) 1 1 Me 


347 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2705 


347  C14H29NO5S12  56196-85-1 

J-D-Glucupyranose,  2-(acetylamino)-3.6-anhydro-2-deoxy- 
1.4-bis  -O-(trimethylsilyl)- 


NHAc 
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347  CuHasNOsSb  56196-86-2 

a-D-Glucopyranose,  2-(acetylamino)-3.6-anhydro-2-deoxy- 
1 ,4-bis-0-(trimethylsilyl)- 


347  CwPhaNOsSia  55429-66-8 

L-Proline,  l-(trimethvlsilyl)-4-[(trirnethylsilyl)oxy]-,  trimethylsilyl 
ester,  trans- 


/ \^-C(  O)  OSi  Me 3 


347  C15H13N3O7  54346-09-7 

4,7-Epoxv-l/f-isoindole-l,3(2/f)-dione,  2-(2,4-dinitrophenyl)  = 
hexahydro-3a-methyl-,  [3a/?-(3aft,4d,7d,7aa)]- 


Me 
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347  C15H17N5O5  4338-47-0 

Adenosine,  Af-(2-furanylmethyl)- 


347  C15H25NO6S  16795-64-5 

Galactopyranose,  1,2:3, 4 di-O-isopropylidene-,  dimethylthio= 
carbamate,  a-D- 


347  C15H25NO8  56817-95-9 

L-Proline,  4-methoxy-l-methyl-5-oxo-4-(tetrahydro-2,3,4- 
trimethoxy-2-furanyl)-,  methyl  ester 
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MeOC(O)  MeO  OMe 
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Hexanoic  acid,  6-[bis(trimethylsilyl)amino]-,  trimethylsilyl  ester 

S i Me  3 
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Me3  S i OC(  0)  ( CH2  ) 5 NS  i Me 3 
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Quinolinium,  l-methyl-2-phenyl-,  iodide 


Me 
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347  CieHuN.I  52806-07-2 

Isoquinolinium,  2-methyl-l-phenyl-,  iodide 


347  CnHisBrNCL  2670-52-2 

Hasubanan-3-ol,  6-bromo-7,8-didehydro-4,5-epoxy-17-methvl-, 
(5a,6/3, 13/3, 14/8)- 


Br 


100  -1 ■ 

80- 

60- 

40- 

20- 

0 -l * 1 1 1 * i i 1 1 1 1 1 1 1 1 r — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


347  CisHisCINCL  55822-82-7 

L- Alanine,  3-chloro-A)-[(phenylmethoxy)carbonyl]-,  phenylmethyl 
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347  C17H21N3O5  35405-78-8 

1 ,3 -Butanediol,  2-methoxy-l-(2-phenyl-2H-l ,2,3-triazol-4-yl)-, 
diacetate  (ester),  [\S-(lR*,2R*,3R*)]~ 

OAc 

Ph-^N/  ^_-CHCH(  OMe  ) CHMeOAc 
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347  C18H21NO4S  56781-98-7 

Benzenesulfonamide,  N-(4,8-dioxotricyclo[3.3.1.13’7]dec-2-yl)- 
N,4-dimethyl- 
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7-Azabicyclo[2.2.1]heptane-2,3,7-tricarboxylic  acid,  7-benzyl 
dimethyl  ester,  trans- 
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347  Ci8H29N02Si2  55429-34-0 

lH-Indole-3-butanoic  acid,  l-(trimethylsilyl)-,  trimethylsilyl  ester 


Si  Me 3 
I 


( CH2  ) 3 C(  0)  OSi  Me3 


347  C19H30BNO4  55429-44-2 

2,6-Piperidinedione,  4-[[2-butyl-4a,5,6,7(or  5,6,7,8)-tetra= 
hydro-6, 8-dimethyl-4H-l, 3, 2-benzodioxaborin-4-yl]methyl]- 


Me 
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347  C22H25N30  26844-12-2 

Benzamide,  AT-[l-[2-(l//-indol-3-yl)ethyl]-4-piperidinyl]- 


CH2CH2  N 


NHCOPh 


347  C22H37N02  40572-20-1 

Benzene,  l,3,5-tris(2,2-dimethylpropyl)-2-methyl-4-nitro- 

Me 

CH2  CMe3 


CH2  CMe  3 


347  C23H4iNO  32253-20-6 

Pregnan-18-ol,  20-methyl-20-(methylamino)-,  (5a)- 
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348  C12H10CIIO2  25315-07-5 

Naphthalene,  l-chloro-5-iodo-2,6-dimethoxy- 


348  C13H8CI4N2O  13201-85-9 

Carbanilide,  2,2',5,5'-tetrachloro- 

ci  ci 


ci  ci 


348  C13H8CI4N2O  55268-51-4 

Urea,  N,N'-bis(2,3-dichlorophenyl)- 


ci  ci 


348  C13H8CI4N2O  55268-52-5 

Urea,  iV,N'-bis(2,4-dichlorophenyl)- 


348  C14H18CI2N2O4  50649—08—6 

L-Lysine,  iV2-[(2,4-dichlorophenoxy)acetyl]- 


ci 


,0CH2C0NHCH(C02H)  (CH2MNH2 

ci 
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348  Ci4H2806Si2  56211-35-9 

D-eryt/iro-Hex-2-enouic  acid,  di-O-methylbis-O-(trimethylsilyl)-, 
7-lactone 


348  CuHaOeSh  57397-28-1 

D-eryf/iro-Hex-2-enonic  acid,  2,3-di-0-methyl-5,6-bis-0- 
(trimethylsilyl)-,  7-lactone 


OTMS 


OH  +2  TMS 


348  CuHajOeSh  57397-26-9 

L-Ascorbic  acid,  2,3-di-0-methyl-5,6-bis-0-(trimethylsilyl)- 


348  CieHaeSn  1461-25-2 

Stannane,  tetrabutyl- 

( CH2  ) 3 Me 

I 

Me  ( CH2  ) 3 Sn  ( CH2  ) 3 Me 

I 

Me ( CH2 ) 3 


348  CieHseSn  3531-43-9 

Stannane,  tetrakis(2-methylpropyl)- 

Sn ( Bu- i ) 4 
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348  C17H21N2PS2  24625- 1 1—6 

Urea.  l-butyl-3-(diphenylphosphinothioyl)-2-thio- 

S = PPh2NHCSNH(CH2  i 3 Me 
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348  CnHaN&iSi  55268-55-8 

2,4.61  lH.3//.5/f)-Pyrimidinetrione,  5-ethyl-l,3-dimethyl-5-[4- 
[(trimethylsilyl)oxy]phenyl]- 


; 

— ¥ — T — T — 
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2.4.61  lW.3//,5//i-Pyrimidinetrione.  1.3-dimethyl-5-phenyl-5- 
[l-[(trimethylsilyl)oxy]ethyl]- 


Me  II  CHMeOS  i Me  3 
\ -A^Z-Ph 

Xt. 

Me 
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348  Ci8Hi2N404 

5(4 H )-Isoxazolone.  4.4  -azobis[3-phenyl 


56666-60-5 


nA_n:n_An 

°-T  H 
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348  Ci8Hi2N4S2  38638-14-1 

[1.4]Dithiino[2.3-6:5.6-6']diquinoxaline.  2.9(or  2.10)-dimethyl 
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348  C18H20O7  55649-37-1 

2-Butenoic  acid,  4-(7-acetyl-4,6-dihydroxy-3,5-dimethyl-2- 
benzofuranyl)-3-hydroxy-,  ethyl  ester 


Ac 


348  Ci8H32N2OSi2  55760-24-2 

l/f-Indole-3-ethanamine,  N,N-dimethyl-l-(trimethylsilyl) -4- 
[(trimethylsilyl)oxy]- 


S i Me  3 
I 


OS i Me  3 


348  C19H24O6  13962-21-5 

Naphtho[2,3-6]furan-2(3T/)-one,  4,8-bis(acetyloxy)-3a,4,4a,7,= 
8,8a,9,9a-octahydro-5,8a-dimethyl-3-methylene-,  [3aP- 
(3aa,4a,4aa,8/3,8a/3,9a/3)]- 


AcO 


Me  OAc 
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348  C19H24O6  16822-14-3 

Naphtho[2,3-6]furan-2(3T/)-one,  4,8-bis(acetyloxy)decahydro- 
8a-methyl-3,5-bis(methylene)-,  [3aS-(3aa,4«,4aa,8d,8ad,9a/3)]“ 


AcO 


H2C  OAc 


348  C19H28N2O4  55760-31-1 

2-Propenamide,  Ar-[4-(acetylmethylamino)butyl]-3-(3,4-di:=: 
methoxyphenyl)-N-methyl- 


CH  = CHCONMe  ( CH2  ) 4 N(  Ac  ) Me 


10  20  30 


348 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2713 


348  C2oH2oFe02  32844-77-2 

Ferrocene,  [2-(propoxycarbonyl)phenyl]- 


C(0)0Pr 


348  C20H20N4O2  4722-21-8 

2-Pvrazolin-5-one,  3-methyl-4-[(p-morpholinophenyl)imino]- 
1-phenyl- 


Ph  0 


348  C20H28O5  5016-73-9 

4a«,4bd-Gibbane-la,10/3-dicarboxylic  acid,  4a,8«-dihydroxy- 
1, 8-dimethyl-,  l,4a-lactone,  methyl  ester 
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348  C20H28O5  26535-38-6 

2H,67/-Benzo[l, 2-5:5, 4-6']dipyran-10-propionic  acid,  3, 4,7,8- 
tetrahydro-5-methoxy-2,2,8,8-tetramethyl- 


CH2CH2CO2H 


OMe 


348  C2oH3203Si  56700-92-6 

4-Decen-3-one,  l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]- 


CH2  CH2  COCH  : CH(  CH2  ) 4 Me 
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348  C21H29CIO2  1164-81-4 

Pregn-4-ene-3,20-dione,  4-chloro- 

Me 


348  C21H29FO3  855-55-0 

Androst-4-en-3-one,  6a-fluoro-17d-hydroxy-,  acetate 


348  C21H29FO3  2627-94-3 

Androst-4-en-3-one,  6/3-fluoro-17/3-hydroxy-,  acetate 

Me 


348  C21H29FO3  28344-49-2 

Androst-5-en-19-al,  3a-fluoro-17j3-hydroxy-,  acetate 
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348  C21H29FO3  28344-68-5 

Androst-5-en-19-al.  17-(acetyloxy)-3-fluoro-,  (3d, 17/3)- 
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348  C21H29FO3  31756-72-6 

Androst-5-en-4-one,  3d-fluoro-17d-hvdroxy-,  acetate 


348  C21H29FO3  31756-73-7 

Androst-5-en-7-one,  3d-fluoro-17d-hydroxv-,  acetate 


348  C21H29FO3  31756-75-9 

Androst-4-en-6-one,  3d-fluoro-17d-hydroxy-,  acetate 


L 
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348  C21H32O4  1241-30-1 

Androstan-17-one,  3-(acetyloxy)-14-hydroxy-,  (3/3,5 a)- 


348  C21H32O4  4725-53-5 

Androstan-6-one,  3-(acetyloxy)-5-hydroxy-,  (3/3,5 a)- 
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348  C21H32O4  33975-26-7 

Isophthalic  acid,  dodecyl  methyl  ester 

C(  0)  0(  CH2  )1  1 Me 
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348  C21H32O4  1434-38-4 

5a-Androstane-7,17-dione,  3/3-hydroxy-,  cyclic  7-(ethylene  acetal) 

Me 


C(  0)  OMe 


348  C21H32O4  38632-10-9 

Androstan-17-one,  3-(acetyloxy)-14-hydroxy-,  (3/3, 5a, 14/3)- 


Me 
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348  C21H32O4  41853-36-5 

Androstan-17-one,  3-(acetvloxy)-5-hydroxy-,  (3d, 5a)- 
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348  C21H32O4  55760-05-9 

Prosta-5,8(12),13-trien-l-oic  acid,  15-hydroxy-9-oxo-,  methyl  ester, 
(5Z,13£,15S)- 


^^^CH2CH  = CH(CH2  )3C(0)  OMe 
CH  = CHCH ( OH) ( CH2 ) 4 Me 
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348  C21H32O4  56193-64-7 

Pregnane-1 1,20-dione,  3,17-dihydroxy- 
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348  C22H24N2O2  16087-30-2 

1-Butanone,  3,3'-(l,2-ethanediyldinitrilo)bis[l-phenyl- 

Ph  COCH2  CMe  = NCH2  CH2  N = CMe CH2  COPh 


348  C22H24N2O2  34221-67-5 

l//-l-Benzazepine-3, 4-dimethanol,  2,3dihydro-l-methyl-2- 
(l-methyl-l//-indol-3-yl)- 
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348  C22H36O3  3347-76-0 

5a-Androstan-3-one,  17d-hydroxy-4a-methyl-,  cyclic  ethylene 
acetal 


Me 


348  C22H36O3  30320-70-8 

Kaurane-16,18-diol,  18-acetate 


Me 

'oh 


Me  CH2OAC 
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348  C22H36O3  41756-26-7 

8a,10(2H)-Phenanthrenediol,  7-ethenyldodecahydro-l,l,4a,7- 
tetramethyl-,  10-acetate,  [4aS-(4aa,4bd,7/3,8aa,10a,10a/3)]- 


348  C22H36O3  41756-38-1 

4,10a(  l/f)-Phenanthrenediol,  2-ethenyldodecahydro-2,4b,8,8- 
tetramethyl-,  4-acetate,  [2S-(2«,4«,4aa,4b/3,8aa,10a/3)]- 
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348  C22H36O3  54498-59-8 

Androstan-3-one,  17-hydroxy-2-methyl-,  cyclic  1,2-ethanediyl 
acetal,  (2a, 5a, 17a)- 


Me 


348  C22H36O3  54498-60-1 

Androstan-3-one,  17-hydroxy-2-methyl-,  cyclic  1,2-ethanediyl 
acetal,  (2/3,5/3,17/3)- 


Me 


348  C22H36O3  56630-85-4 

Pregnan-20-one,  3,17-dihydroxy-16-methyl-,  (3/3,5/3,16a)- 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


ll 

Li 

1L1 

iLu 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

\ -Jllll .-lllll ..Ill- i-lll 1, 

160  170  180  190  200  210  220  2 

1 1 1 1 1 1 1 

0 240  250  260  270  280  290  300 

348  C22H36O3  56630-86-5 

Pregnan-20-one,  3,5-dihydroxy-6-methyl-,  (3/3, 5a, 6/3)- 
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348  C22H4oOSi 

Silane,  [(5a,17/l)-androstan-17-yloxy]trimethyl- 


OSi Me  3 


7604-82-2 
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348  C22H4oOSi 

5/3-Androstane,  17/i-(trimethylsiloxy)- 


18899-47-3 
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Silane,  [(3d,5n)-androstan-3-yloxy]trimeth\T 


Me3  S ' 0 


18899-44-0 
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5/3-Androstane,  3d-(trimethylsiloxy)- 


18899-46-2 
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348  C22H4oOSi  37977-23-4 

Silane,  [[(5a,16d)-androstan-16-yl]oxy]trimethyl- 


OSi  Me  3 
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348  C22H4oOSi  57397-25-8 

Silane,  [(3«,5/3)-androstan-3-yloxy]trimethyl- 


Me 


348  C23H16N4  33590-26-0 

s-Triazolo[4,3-a]pyrazine,  3,5,6-triphenyl- 


Ph 
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348  C23H28N20  17537-55-2 

Indole-2-carboxamide,  7V,l-di-terf-butyl-3-phenyl- 


Bu-t 


Ph 
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348  C23H28N2O  22747-89-3 

3-Penteno-2',6'-xylidide,  3,4-dimethyl-2-(2,6-xylylimino)- 


348  C23H28N2O  29549-15-3 

2-Propen-l-one,  l-[hexahydro-l,3-dimethyl-5-(2,6-xylyl)-5- 
pyrimidinyl]-2-phenyl- 


Me 


Me 
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348  C23H40O2  56847-02-0 

8,11,14-Docosatrienoic  acid,  methyl  ester 

MeOC(  0)  ( CH2  )6CH  = CHCH2CH:CHCH2CH  = CH(  CH2  )e  Me 
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348  C24H28O2  36597-10-1 

1,5-Pentanedione,  3-(l-methylethyl)-2-(2-methyl-l-prope= 
nyl)-l, 5-diphenyl-,  (R*,R*)~ 


CHMe2 

CH  = CMe  2 

I I 

Ph  COCH2 CHCHCOP  h 


348  C24H28O2  36597-11-2 

1,5-Pentanedione,  3-(l-methylethyl)-2-(2-methyl-l-prope= 
nyl)-l, 5-diphenyl-,  (R*,S*)~ 


CHMe2 

CH : CMe  2 
I I 

Ph  COCH2  CHCHCOP h 


348  C24H44O  56247-59-7 

l//-Naphtho[2,l-6]pyran,  3-hexyldodecahydro-3,4a,7,7,10a- 
pentamethyl- 


348  C25H48  7225-68-5 

Dodecane,  l-cyclopentyl-4-(3-cyclopentylpropyl)- 

( CH2  ) 7 Me 

I 

(CH2)3CH(CH2)3 
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348  C25H48  7225-69-6 

Undecane,  l-cyclohexyl-3-(2-cyclohexylethyl)- 

( CH2  ) 7 Me 

— CH2  CH2  CHCH2  CH2 
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348  C25H48 

1/7-Indene,  1-hexadecyloctahydro- 


55401-73-5 


348  C26H36 

Pyrene,  4-decyl-l,2,3,6,7,8-hexahydro- 


56247-94-0 
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348  C26H20O 

Phthalan,  1,1,3-triphenyl- 


15115-65-8 


348  C26H36  55401-77-9 

Phenanthrene,  2-dodecyl-9,10-dihydro- 

( CH2  ) 1 1 Me 


( CH2  ) 9 Me 


348  C27H24  50446-43-0 

l,l’:3',l"-Terphenyl,  4,4"-dimethyl-5'-(4-methylphenyl)- 


348  C27H24  54966-03-9 

Benzene,  l,l',l",l"'-(l-propanyl-3-ylidyne)tetrakis- 

Ph  CH2  CH2  CPhs 
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348  C27H24  56978-65-5 

Benzo[3,4]cyclobuta[l,2-a]cyclobuta[6]cycloheptene,  2a, 3, 4,5,= 
6,6a-hexahydro-l  ,2-diphenyl- 


349  C9H11CI3NO3PS  2921-88-2 

Phosphorothioic  acid,  0,0-diethyl  0-(3,5,6-trichloro-2-pyridinyl) 
ester 


ci 


349  CioHi8CuN6S2  24457-74-7 

Copper,  [[l,r-(l-methyl-2-pentylethylene)bis[3-thiosemi  = 
carbazidato]](2-)]- 
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349  C12H7N5O8  38417-97-9 

Benzenamine,  2,4,6-trinitro-N-(4-nitrophenyl)- 


N02 


349  C12H7N5O8  56830-87-6 

Benzenamine,  2,3,6-trinitro-Af-(4-nitrophenyl)- 


N02 


N02 
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349  Ci3HioBBr2N  17814-65-2 

Borane,  dibromo[(diphenylmethylene)amino]- 

Ph  2 C : NBBr  2 


349  C13H31NO4S13  7437-39-0 

Aspartic  acid,  N-(trimethylsilyl)-,  bis(trimethvlsilyl)  ester 

NHSi Me3 
I 

Me3 S i OC(  0)  CH2CHC(  0)  OS  i Me 3 


349  Ci3H3iN04Si3  55268-53-6 

L-Aspartic  acid,  N-(trimethylsilyl)-,  bis(trimethylsilyl)  ester 

NHSi Me3 
I 

Me3  Si  0C(  0}  CH2  CHC(  0)  OS  i Me 3 


349  C13H13CI2NO6  32773-59-4 

L-Glutamic  acid,  N-[(2,4-dichlorophenoxy)acetyl]- 


ci 


0CH2C0NHCH(  CO2H)  CH2CH2CO2H 

ci 


349  CuHssNOsSis  53261-79r3 

L-Norvaline,  N-(trimethylsilyl)-5-[(trimethylsilyl)oxy]-,  tri  = 
methylsilyl  ester 


NHSi Mes 
I 

MesSi  0C(  0)  CH(  CH2  ) 3 OSi  Me3 
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349  C15H12INO 

2-Propenamide,  Ar-(4~iodophenyl)-3-phenyl- 


56298-77-2 


349  CnPbvNOsSh  55887-55-3 

lH-Indole-3-acetic  acid,  5-methoxy-l-(trimethylsilyl)-,  tri  = 
methylsilyl  ester 


S i Me  3 
I 


349  CisHsiNCLSh  55268-57-0 

4-Piperidinecarboxylic  acid,  4-phenyl-l-(trimethylsilyl)-,  tri= 
methylsilyl  ester 

C(  O)  OSi  Me3 
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349  C19H19N5O2  15998-21-7 

4(3H)-Pteridinone,  2,4a,5,6,7,8-hexahydro-4a-hydroxy-2-imi= 
no-5-methyl-6,7-diphenyl- 


Me  0 
OH 


349  C20H15NOS2  38168-16-0 

3//-Indol-3-one,  l,2-dihydro-2,2-bis(phenylthio)- 


349  C21H19NO4  13063-06r4 

[l,3]Benzodioxolo[5,6-c]phenanthridine,  12,13-dihydro-2,3-di= 
methoxy-1 2-methyl- 
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349  C23H43NO  56600-03-4 

Pyrrolidine,  1-[1  oxo-5-(2  undecylcyclopropyDpentyl] 


■ ( CH2  ) 4 CO 


Mel CH2 ) 1 0 
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349  C21H19NO4  35307M7-6 

1,3-Butanedione,  1 (5-benzoyl-3-oxo-l -phenyl -2-pyrrolidinyl) 
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349  C22H20CINO  24498-89-3 

Benzamide,  p-chloro-AM  1 ,2-diphenylethyl)-./V-methyl- 

CONMe  CHPh  CH2  Ph 
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349  C23H43NO 

Piperidine,  l-(l-oxo-9-octadecenyl)- 


56630  42  3 
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,C0(  CH2 ) 7 CH:CH( CH2 )7  Me 
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349  C23H43NO  56630-59-2 

Pyrrolidine,  1— [8  (2  octylcyclopropyl)  1 oxooctyl] 
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(CH2)7CO — 


Me ( CH2 | 7 
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349  C26H23N  3378-73-2 

Benzylamine,  N-trityl- 

Ph  CH2  NHCPh  3 


350  CJ2O3  15111-21-4 

2,5-Furandione,  3,4-diiodo- 


350  C7F14  355-02-2 

Cyclohexane,  undecafluoro(trifluoromethyl)- 


F F 


F F 
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350  C7F14  20471-99-2 

Cyclopentane,  octafluoro-l,l-bis(trifluoromethyl)- 


350  C12F10O  1800-30-2 

Benzene,  l,l'-oxybis[2,3,4,5,6-pentafluoro- 


F F 


F F 


350  CisHsoOsSis  38166-11-9 

Butanedioic  acid,  [(trimethylsilyl)oxy]-,  bis(trimethylsilyl)  ester 

OS  i Me  3 
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Me3  S i OC(  0)  CH2CHC(  0)  OS  i Me 3 
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350  C14H19FO9  7226-43-9 

/3-D-Glucopyranose,  3-deoxy-3-fluoro-,  tetracetate 


OAc 


350  C14H19FO9  27108-07-2 

Glucopyranose,  4-deoxy-4-fluoro-,  tetraacetate,  /3-d- 


OAc 


350  C14H19FO9  31077-89-1 

/3-D-Glucopyranose,  2-deoxy-2-fluoro-,  tetraacetate 


350  C14H19FO9  33557-29-8 

Glucopyranose,  6-deoxy-6-fluoro-,  tetraacetate,  /3-d- 


OAc 


2730 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


350 


350  Ci4H3404Si3  56227-33-9 

D-eo’^ro_Pent°furanose>  2-deoxy-l,3,5-tris-0-(trimethylsilyl)- 


OTMS 


350  Ci4H3404Si3  56227-34-0 

D-erythro-Pentopyranose,  2-deoxy-l,3,4-tris-0-(trimethylsilyl)- 


OTIviS 


350  C15H11CIN2O4S  11066-38-9 

Imidazo[l,2-a]pyridinium,  3-(chloroacetyl)-2,3-dihydro-2-oxo- 
l-(phenylsulfonyl)-,  hydroxide,  inner  salt 


SO2  Ph 
I 
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350  C15H11CIN2O4S  57174-19-3 

Imidazo[l,2-a]pyridinium,  3-(chloroacetyl)-2,3-dihydro-2-oxo- 
l-(phenylsulfonyl)-,  hydroxide,  inner  salt 


350  C15H18N4O6  35959-35-4 

Thymidine,  5'-deoxy-5'-(3,4-dihydro-5-methyl-2,4-dioxo- 
l(2//)-pyrimidinyl)- 


350 
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350  C15H24F6O2  38274-72-5 

1,3-Dioxolane,  4-ethyl-5-octyl-2,2-bis(trifluoromethyl)-,  cis- 


Et 
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350  C15H24F6O2  38274-73-6 

1,3-Dioxolane,  4-ethyl-5-octyl-2,2-bis(trifluoromethyl)-,  trans- 
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350  C15H26O9  19285-92-8 

Mannitol,  1,3,4-tri-O-methyl-,  triacetate,  D- 

Ac  0 OAc 

MeOCH2  CHCH<  OMe  ) CH(  OMe  ) CHCH2  OAc 
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350  C15H26O9  19318-41-3 

Glueitol,  2,3,6-tri-O-methyl-,  triacetate 

OAc 

I ?Ac 

Ac OCH2  CH(  OMe  ) CH(  OMe  I CHCHCH2  OMe 


350  C15H26O9  19318-48-0 

Galactitol,  1,3,5-tri-O-methyl-,  triacetate 

AcO  OAc 

I I 

Me  OCH2  CHCH(  OMe  ) CHCH(  OMe)  CH2  OAc 
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350  C15H26O9  25521-27-1 

Galactitol,  2,3,4-tri-O-methyl-,  triacetate,  D- 

OAc 

AcOCH2CH(  OMe  ) CH(  OMe  ) CH(OMe)  CHCH2  OAc 
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350  C16H15CIN2O3S  35076-82-5 

10L/-Phenothiazine,  10-butyl-3-chloro-7-nitro-,  5-oxide 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


350  C16H18N2O5S  51703-49-2 

DL-Valine,  3-mercapto-N-[[5-oxo-2-(phenoxymethyl)-4(5H)- 
oxazolylidene]methyl]- 

M 

CHNHCH ( CO2  H ) CMe  2 SH 
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350  CnH3oN202Si2  55268-56-9 

Propanediamide,  2-ethyl-2-phenyl-Ar,N'-bis(trimethylsilyl)- 


Me3Si  NHCOCPhEt  CONHSi Me3 
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350  C19H26O6  19903-94-7 

Spiro[furan-3(2/7),2'-[2/7]inden]-2-one,  r,7'-bis(acetyloxy)  = 
decahydro-3'a,4'-dimethyl-4-methylene-,  fl'.fi,-(rtt,2'a;,3'aa,= 
4'a,7'/3,7'aa)]- 


350  CnHisClOe  3573-90-8 

Spiro[benzofuran-2(3/f),l'-[2,5]cyclohexadiene]-3,4'-dione,  7- 
chloro-2',4,6-trimethoxy-6'-methyl-,  (S)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


350 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2733 


350  C19H26O6  33649-17-1 

Propanoic  acid,  2-methyl-,  (decahydro-6a-hydroxy-9a- 
methyl-3-methylene-2,9-dioxoazuleno[4,5-h]furan-6-yl)methyl 
ester,  [3aS-(3a«,6d,6aa,9ad,9bcv)]- 


..  | T — 
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350  C2oH;!403Si  21273-14-3 

Undecanoic  acid,  11-phenoxy-,  trimethylsilyl  ester 

MesSi  OC(O)  ( CH2  ) 1 oOPh 


350  C20H19N4.CI  477-73-6 

Phenazinium,  3,7-diamino-2,8-dimethyl-5-phenyl-,  chloride 


350  C20H30O5  55724-15-7 

Tricyclo[3.3.1.13-7]decane-l,3-dicarboxylic  acid,  4-oxo-,  dibutyl  ester 


C(  O)  0(  CH2  ) 3 Me 


350  C21H19O3P  34284-46-3 

1,3,2-Dioxaphosphorinane,  2,5,5-triphenyl-,  2-oxide 


Ph 


350  C21H22N2O3  2520-44-7 

Sarpagan-16-carboxylic  acid,  17-oxo-,  methyl  ester,  (16/?)— 


Me  ( CH2  ) 3 OC(  0 
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350 


350  C21H22N2O3  5523-37-5 

18,19-Secoyohimban-19-oic  acid,  16, 17,20, 21-tetradehydro-16- 
formyl-,  methyl  ester,  (15a, 16E)- 

C(  CHO)  : CHMe 


350  C21H22N2O3  30809-26-8 

Talbotine,  4-acetyl-16-de(methoxycarbonyl)-17-deoxy-17-oxo- 


350  C21H22N2O3  32303-68-7 

Voachalotine,  16-de(hydroxymethyl)-6-oxo- 


MeOC(O)  O 
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350  C21H22N2O3  54725-63-2 

Yohimban-16-carboxylic  acid,  19,20-didehydro-17-oxo-,  methyl 
ester,  (16a)- 


MeOC(  0) 


350  C21H31FO3  28344-39-0 

Androstan-17-ol,  5,6-epoxy-3-fluoro-,  acetate,  (3 a, 5/3, 6(3,170)- 


Me 


10  20  30 


350 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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350  C21H31FO3  28344-40-3 

Androstan-17-ol,  5,6-epoxy-3-fluoro-,  acetate,  (3a,5a,6a,17/J)- 


350  C21H31FO3  28344-54-9 

Estr-5(10)-ene-6|d-methanol,  3a-fluoro-17/j-hvdroxy-,  17-acetate 


80- 

60- 
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350  C21H31FO3  28344-47-0 

Androst-5-ene-17/8,19-diol,  3a-fluoro-,  17-acetate 


350  C2?  H31FO3  28344-60-7 

Androstan-17-ol,  5,6-epoxy-3-fluoro-,  acetate,  (3/d, 5a, 6a,  17/3)- 
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350 


350  C21H31FO3 

Androst-5-ene-17,19-diol,  17-acetate,  (3/3,17/3)- 


28344-65-2 


350  C21H31FO3  28526-86-5 

Androstan-17-ol,  5,6-epoxy-3-fluoro-,  acetate,  (3/3,5/3,6/3,17/3)- 


350  C21H31FO3  28344-74-3 

Estr-5(10)-ene-6-methanol,  17-(acetyloxy)-3-fluoro-,  (3/3,6/3,17/3)- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


350  C21H34O4  55955-57-2 

Androstane-17-carboxylic  acid,  3,5-dihydroxy-,  methyl  ester, 
(3/3, 5a, 17/3)- 
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350  C21H34O4  57289-54-0 

2-Phenanthreneacetic  acid,  tetradecahydro-7-hydroxy-l,4b,8,~ 
8-tetramethyl-10-oxo-,  methyl  ester 


350  C21H34S2  25597-02-8 

5a-Androstan-12-one,  cyclic  ethylene  mercaptole 
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60- 
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350  C21H34S2  2759-86-6 

5a-Androstan-16-one,  cyclic  ethylene  mercaptole 


350  C21H34S2  2791-42-6 

Androstan-3-one,  cyclic  1,2-ethanediyl  mercaptole,  (5a)- 


Me 


350  C22H26N2O2  25926-60-7 

Tetraphyllicine,  acetate  (ester) 

Me 


2738 
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350 


350  C22H26N2O2  55724-68-0 

Aspidofractinine-l-carboxaldehyde,  17-methoxy-3-methylene-, 
(2a, 5a)- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


350  C22H26N2O2  56053-25-9 

2,20-Cycloaspidospermidine-3-methanol,  6,7-didehydro-,  acetate 
(ester),  (2a, 30, 5a, 120, 19a, 20R)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

350  C23H26OS  50592-51-3 

Cyclohexanone,  6-[(butylthio)methylene]-2,2-diphenyl- 
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CH2  0AC 


40- 
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350  C23H18N4  16672-25-6 

1, 2, 4-Triazolo[4,3-a] pyridine,  2,3-dihydro-3,3-diphenyl-2-(2- 
pyridinyl)- 


350  C24Hi80Si 

Phenoxasilin,  10,10-diphenyl- 

Ph 

PUJ 

11  11 

'0' 


18733-65-8 
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350  C25H18O2  40897-37-8 

1, 2, 7-Metheno-la//-cyclopropa[fe]naphthalene- la-carboxylic  acid, 
1 ,2,7,7a-tetrahydro-l  ,8-diphenyl- 


350  C25H22N2  40229-71-8 

3,8-Azo-4,7-methanocyclobuta[6]naphthalene,  23,3,33,4,7,73,= 
8, 8a-octahydro-3, 8-diphenyl-,  (2aa,3d,3aa,4d,7d,7aa,8d,8aa)- 


Ph 


Ph 
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350  C25H50 

Heptadecane,  9-(3-cyclopentylpropyl)- 


( CH2 ) 7 Me 

1 

( CH2  ) 3 CH(  CH2  ) 7 Me 


5638-09-5 
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350  C25H50  24306-18-1 

8-Heptadecene,  9-octyl- 

( CH2 ) 7 Me 

Me  ( CH2  ) 6 CH  =C(  CH2  ) 7 Me 


350  C25H22N2  42715-21-9 

Benzonitrile,  4-(6-amino-2,5-diphenyl-3-cyclohexen-l-yl)-, 
(la,2a,5a,6/?)- 


Ph 


Ph 


100 -■ 
80  - 
60- 
40- 
20- 
0 - - 


350  C25H50  25446-35-9 

Heptadecane,  9-(2-cyclohexylethyl)- 

( CH2 ) 7 Me 

1 

CH2  CH2  CH  ( CH2  ) 7 Me 
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350  C26H22O  5333-62-0 

Benzene,  l,l',l"-[(phenylmethoxy)methylidyne]tris- 

Ph CH2  OCPh  3 


350  C26H22O 

Benzene,  l-methoxy-4-(triphenylmethyl)- 


7402-89-3 


350  C26H38  55268-63-8 

Benzene,  1,1-tetradecylidenebis- 

Ph2  CH ( CH2 ) 1 2 Me 


350  C26H38 

Pyrene,  4-decyl-l,2,3,3a,5a,6,7,8-octahydro- 


55493-75-9 
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350  C26H38  55268-62-7 

Benzene,  1 , 1 '-dodecylidenebis  [4-methyl- 

( CH2 ) 1 0 Me 


351  C13H15CI2NO4S  50834-39-4 

L-Methionine,  A^-[(2,4-dichlorophenoxy)acetyl]- 


0CH2  CONHCH  ( CO2  H ) CH2  CH2  SMe 


. ii_L 

1 1 1.1  il  . U 
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351  C14H10INO2  18264-85-2 

Phenanthrene,  9,10-dihydro-2-iodo-3-nitro- 


N02 


351  CuHnNsOe  25616-64-2 

9H-Purine-9-butanoic  acid,  a,/S-bis(acetyloxy)-6-amino-,  methyl 
ester,  [R-(R* ,R*)]~ 

H2  N 


\h2CHCHC(  0)  OMe 
I I 
OAc 

OAc 


351  CuHsiNOsSia  56196-37-3 

D-Ribose,  2,3-di-0-methyl-4,5-bis-0-(trimethylsilyl)-,  0- 
methyloxime 


OS  1 Me  3 

MeON:CHCH(  OMe)  CH(  OMe  ) CHCH2OS1  Me 3 


351  CuH^NOaPSb  55108-67-3 

Phosphonic  acid.  [l-[(l-methylethylidene)amino]pentyl]-,  bis= 
(trimethylsilyl)  ester 


( CH2 ) 3 Me 

OS  i Me  3 
I I 

Me  2 C : NCHP  OS i Me  3 


351  ChHsaNOsPSL  55108-74-2 

Phosphonic  acid,  [l-[(2,2-dimethylpropylidene)amino]propyl]-, 
bis(trimethylsilyl)  ester 


Mes  CCH  : NCHE  I POSi  Me3 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


351 


351  Ci4H34N03PSi2  55108-79-7 

Phosphonic  acid,  [3-[(2,2-dimethylpropylidene)amino]propyl]-, 
bis(trimethylsilyl)  ester 

OS i Me3 

I 

Me  3 CCH  : N ( CH2  ) 3 POSi  Me  3 

II 
0 


351  Ci4H34N03PSi2  56196-70-4 

Phosphonic  acid,  [l-[(2,2-dimethylpropylidene)amino]-l- 
methylethyl]-,  bis(trimethylsilyl)  ester 

OS i Me  3 

I 

Me 3 CCH : NCMe2  POS i Me3 

II 
0 


351  C15H21N5O5  6025-53-2 

Adenosine,  N-(4-hydroxy-3-methyl-2-butenyl)-,  (E)- 


351  C16H17NO8  56196-13-5 

2/i-Pyran-2-methanol,  3-(acetyloxy)-3,6-dihydro-6-(4-nitro= 
phenoxy)-,  acetate  (ester) 


CH2  OAc 


351  C17H21NO5S  17037-47-7 

7-Azabicyclo[2.2.1]heptane-2-carboxylic  acid,  3-acetyl-7-(p- 
tolylsulfonyl)-,  methyl  ester,  endo-2,endo-3- 


Me 


1U1 

III  ,-llll 

l.  l .llllllll 
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L,  11 ... 
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351  C17H21NO5S  17037-48-8 

7-Azabicyclo[2.2.1]heptane-2-carboxylic  acid,  3-acetyl-7-(p- 
tolylsulfonyl)-,  methyl  ester,  endo-2,exo-3~ 


1 1 1 r 1 1 1 1 1 1 1 1 1 1— 
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351  C17H21NO7  55268-54-7 

Acetamide,  N-[2-(acetyloxy)-2-[3,4-bis(acetyloxy)phenyl]~ 
ethyl] -N-methyl- 
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351  CieHnNsOs  27808-02-2 

3//-Pyrazol-3-one,  4-[[4-(dimethylamino)phenyl]imino]-2,4- 
dihydro-5-methyl-2-(4-nitrophenyi)- 


0 


Me 


351  C18H13N3O5  22280-53-1 

2,6-Pyridinediol,  3-[(2,4-dihydroxyphenyl)azo]-,  4-benzoate 


351  C19H21N5O2  15998-22-8 

4(3H)-Pteridinone,  2-amino-4a,5,6,7,8,8a-hexahydro-4a- 
hydroxy-5-methyl-6, 7-diphenyl- 
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351  C20H17NO5  5574-24-3 

7/f-Dibenzo[de,g]quinolin-7-one,  1,2,9,10-tetramethoxy- 


00  90  100  110  120  130  140  150 
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351  C20H17NO5  20411-03-4 

Spiro[l,3-dioxolo[4,5-g]isoquinoline-5(6//),7'-[7/7]indeno[4,5- 
d][l,3]dioxol]-8'(6'//)-one,  7,8-dihydro-6-methyl-,  (S)- 


160  170  160  190  200  210  220  230  240  250  260  270  280  290  300 
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351  C22H25NO3  55925-26-3 

8-Azabicyclo[3.2.1]octane-3,6-diol,  8-methyl-2-(phenylmethyl)-, 
6-benzoate 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


351  C22H37N.CIH  53286-41-2 

Androst-2-en-17-amine,  A-propyl-,  hydrochloride,  (5a)- 


IV 

1 — 1 1 li 1 t 1 r 1 1 — 1 — 1 1 i r-1 1 4,1 1 r*1 r—* 

Me  \ 

351  C22H41NO2 

Pyrrolidine,  l-[8-(3-octyloxiranyl)-l-oxooctyl]- 


56630-37-6 


( CH2  ) 7 Me 

•(CH2)7CO 


( CM2  )7 


-o 


352 
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351  C22H41NO2  56630-89-8 

Pyrrolidine,  1— (1 ,6-dioxooctadecyl)- 

- CO(  CH2  ) 4 CO{  CH2  ) 11  Me 


351  C22H41NO2  56666-43-4 

Pyrrolidine,  l-[l-oxo-5-(3-undecyloxiranyl)pentyl]- 


( CH2  ) 1 0 Me 


<CH2)4CO — 


"O 
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351  C23H45NO  56600-07-8 

Pyrrolidine,  l-(6-methyl-l-oxooctadecyl)- 

" co<  CH2  * 4 CHWe  * CHj  1 ' ’ Me 
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351  C23H17N3O  4053-46-7 

2( l/f)-Isoquinolinecarboxamide,  l-cyano-N,iV-diphenyl- 


351  C23H45NO 

Pyrrolidine,  l-(2-methyl-l-oxooctadecyl)- 

" C0CHMe  ( CH2  ) 1 5 Me 


56630-58-1 
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352  BrClCo^O* 

Cobalt,  /i-bromo-ji-chlorotetranitrosyldi- 

N:0+ 


15696-34-1 


,N  = 0+ 


- Cl  —Co 

I I 

..Co  — Br  ‘ 


+0:N" 
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352  CHC0F9OP3  21329-72-6 

Cobalt,  carbonylhydrotris(phosphorus  trifluoride)- 

PF3 


F 3 P PF3 


352  CeOeW 

Tungsten  carbonyl  (W(C0)6),  (OC— 6—11)— 


14040-11-0 


352  CgHioHgCh  103-27-5 

Mercury,  phenyl(propanoato-O)- 

PhHgOCt  0)  Et 


352  CgHnChNbCL  17035-43-7 

Niobium,  dichlorodiethoxy(2,4-pentanedionato-0,0')- 


Me 


352  Ci2Hi602Se2  56009-21-3 

3(2/f)-Selenophenone,  2-(dihydro-4,4-dimethyl-3-oxosele= 
nophene-2(3/f)-ylidene)dihydro-4, 4-dimethyl- 


.Se  .Se 

.ttu, 

Me  Me  OO  Me  Me 
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352  Ci2Hi602Se2  57289-42-6 

2,4-Diselenatricyclo[3.3.1.13-7]decane-6,8-dione,  1,3,5,7-tetramethyl- 


Me 


352  C14H9CI5  50-29-3 

Benzene,  l,r-(2,2,2-trichloroethylidene)bis[4-chloro- 


cci  3 


352  C14H9CI5  789-02-6 

Benzene,  l-chloro-2-[2,2,2-trichloro-l-(4-chlorophenyl)ethyl] 


cci3 
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352  C15H33ASO4  15063-75-9 

Arsenic  acid  (H3ASO4),  tripentyl  ester 

0( CH2  ) 4 Me 

I 

Me  ( CH2  ) 4 OAs  0(  CH2  ) 4 Me 

II 
0 


352  Ci6H9F5Fe  55282-20-7 

Ferrocene,  (pentafluorophenyl)- 


F F 
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352  C16H20N2O7  40732-64-7 

Propanoic  acid,  2, 2-dimethyl-,  [3-(acetyloxy)-2,3,3a,9a-tetra= 
hydro-6-oxo-6/i-furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-2- 
yljmethyl  ester,  [2R-(2a,3d,3a/3,9ad)]- 
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352  C16H20N2O7  40773-09-9 

Propanoic  acid,  2,2-dimethyl-,  2-[(acetyloxy)methyl]-2,3,3a,9a- 
tetrahydro-6-oxo-6//-furo  [ 2'  ,3’  :4,5]  oxazolo  [ 3,2-a  ] pyr  imidin-3-yl 
ester,  [2i?-(2a,3j8,3a/3,9a/?)]- 


AcOCH2  O N 


OC(0)CMe. 


352  CieHasI  544-77-4 

Hexadecane,  1-iodo- 

Me(CH2)i 5 I 


352  CnHnClOe  126-07-8 

Spiro  [benzofuran-2(3/f),l'- [2]  cyclohexene] -3, 4'-dione,  7- 
chloro-2',4,6-trimethoxy-6'-methyl-,  (VS-trans)- 


ci 
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352  CnHnClOe  17818-12-1 

Spiro[benzofuran-2(3//),l'-[3]cyclohexene]-2,,3-dione,  7- 
chloro-4,4',6-trimethoxy-6'-methyl- 
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352  Ci7H2804Si2  55887-54-2 

Propanedioic  acid,  (2-phenylethyl)-,  bis(trimethylsilyl)  ester 


C(  O)  OSi  Me3 
i 

Me3Si  0C(  0)  CHCH2  CH2  Ph 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

352  CnHseSu  30314-58-0 

Silane,  (l,2-pentadien-4-yne-l,l,3,5-tetravl)tetrakis[trimethyl- 

Si  Me  3 

S i Me  3 

I 

Me3  S i C-CC  = C = CSi Me3 
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352 

Stibine,  triphenyl- 


CigHisSb 


603-36-1 
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352  CisHioFsP  5525-95-1 

Phosphine,  (pentafluorophenyl)diphenyl- 

F 


F 


352  Ci8Hi8N2Ni02  32593-8675 

Nickel,  [[2,2'-[(l,l-dimethyl-l,2-ethanediyl)bis(nitrilomethyli= 
dyne)]bis[phenolato]](2-)-N,7V',0,0']-,  (SP- 4-4)- 
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352  C18H19F3N2S  146-54-3 

10/i-Phenothiazine-10-propanamine,  N,iV-dimethyl-2-(tri~ 
fluoromethyl)- 


( CH2 ) 3 NMe  2 
I 


352  C19H16N2O5 

Alanine,  3-phenyl-A/-(phthalimidoacetyl)-,  L- 


1170-07-6 


352  Ci9H29BrO  4004-59-5 

5a,14/3-Androstan-15-one,  14-bromo- 
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352  C20H16O6  3306-52-3 

Cyclopenta[7,8]phenanthro[10,l-6c]furan-3,6,9(2/f)-trione,  1,~ 
7,8,1  lb-tetrahydro-l-hydroxy-2-methoxy-l lb-methyl-,  [IS— 
(la:,2a,llba)]- 


352  C20H16O6  38558-72-4 

2,5-Cyclohexadiene-l,4-dione,  2,5-dihydroxy-3,6-bis(4-meth= 
oxyphenyl)- 


OH 
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352  C20H16O6  51860-93-6 

2,5-Cyclohexadiene-l,4-dione,  2,5-bis(4-hydroxyphenyl)-3,6- 
dimethoxy- 


352  C21H24N2O3  483-04-5 

Oxayohimban-16-carboxylic  acid,  16,17-didehydro-19-methyl-, 
methyl  ester,  (19«)- 


OMe 
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352  C21H20O5  30860-36-7 

Phenanthro[l,2-6]furan-10,ll-dione,  6-[(acetyloxy)methyl]-6,= 
7,8,9-tetrahydro-l,6-dimethyl- 


352  C21H24N2O3  639-36-1 


O Me 
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Sarpagan-16-carboxylic  acid,  17-hydroxy-,  methyl  ester 


352  C21H24N2O3  2134-83-0 

Vobasan-17-oic  acid,  3-oxo-,  methyl  ester 


1 

Me 
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352  C21H24N2O3  2671-57-0 

Yohimban-16-carboxylic  acid,  17-oxo-,  methyl  ester,  (16a)- 


MeOC{  0) 


352  C21H24N2O3  5523-49-9 

18,19-Seco-15/3-yohimban-19-oic  acid,  16,17,20,21-tetra= 
dehydro-16-(hydroxymethyl)-,  methyl  ester,  (E)- 


CH20H 

1 

C=CHMe 

C(  0)  OMe 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


352  C21H24N2O3  6474-90—4 

Oxayohimban-16-carboxylic  acid,  16,17-didehydro-19-methyl-, 
methyl  ester,  (19a, 20a)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


352  C21H24N2O3  2779-17-1 

Condyfolan-16-carboxylic  acid,  l,2,14,19-tetradehydro-16- 
(hydroxymethyl)-,  methyl  ester 


MeOC(O)  CH2OH 


352  C21H24N2O3  6872-44-2 

Sarpagan-16-carboxylic  acid,  17-hydroxy-,  methyl  ester,  (16R)- 


hoch2 


J 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


352 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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352  C21H24N2O3  18392-00-2 

3/f-Indole-2-carbox-p-anisidide,  3-isopropyl-5-methoxy-3- 
methyl- 


352  C21H24N2O3  21290-53-9 

2,4(1//) -Cyclo-3,4-secoakuammilan-17-oic  acid,  l-methyl-3-oxo-, 
methyl  ester 


C(0)0Me 


352  C21H24N2O3  22747-79-1 

3//-Indole-2-carbox-p-anisidide,  3,3-diethyl-5-methoxy- 


352  C21H24N2O3 

Voachalotine  oxindole,  16-de(hydroxymethyl)- 


C(  0)  OMe 


26126-87-4 


352  C21H24N2O3  38734-64-4 

Akuammilan-17-oic  acid,  10-methoxy-,  methyl  ester 


.l.lll.  ill , . 1-.,— I-.I 

10  20  30  40  50  60  70 

60  90  100  110  120  130  140  150 
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352 
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352  C21H24N2O3 

Gelsemine,  1-methoxy- 


38990-03-3 


352  C21H24N2O3  55724-50-0 

l,16-Cyclocorynan-17-oic  acid,  19,20-didehydro-10-methoxy-, 
methyl  ester,  (16f,19E)- 


MeOC(  0) 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


i [ i tJiLl  i 1 1 1 j Liifiii ifLii 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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100  - 
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20- 

■ -1- aLi i ll 

L_lUi.|. .i"|l.l 

L_ 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

-1 1 1 1 — T-1 1 T1 1 — 1 1 T 1 ^ J“  I 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


352  C21H24N2O3  54725-26-7 

Yohimban-16-carboxylic  acid,  19,20-didehydro-17-hydroxy-, 
methyl  ester,  (16a, 17a)- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  21C  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


352  C21H24N2O3  55724-67-9 

Aspidofractinine-l-carboxaldehyde,  17-methoxy-3-oxo-,  (2a,5a)~ 


MeO  CH=0  0 


352  C21H36O4  18465-99-1 

9,12,15-Octadecatrienoic  acid,  2,3-dihydroxypropyl  ester,  (Z,Z,Z)- 

E t CH  = CHCH2  CH  : CHCH2  CH  = CH ( CH2  )7  C(  0)  OCH2CH(  OH)  CH2  OH 


80 

60 


352 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2755 
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352  C21H36O4  52567-63-2 

1-Naphthalenepentanoic  acid,  decahydro-2-hydroxy-/3,2,5,° 
5,8a-pentamethyl-6-oxo-,  methyl  ester,  [lS-[la(S*),2j8,4a£,8aa]]- 


100 

80 

60 

40 

20 

0 
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80 

60 

40 

20 

0 
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80 

60 

40 

20 

0 


Me  HO  I Me 
Me  OC(  0)  CH2  CHMe  CH2  CH2 
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352  C21H36O4  55268-58-1 

Nonanoic  acid,  9-(3-hexenylid»  necyclopropylidene)-,  2- 
hydroxy-l-(hydroxymethyl)ethyl  ester,  (Z,Z,Z)- 

ch2oh 

1 

E t CH  = CHCH2  CH  = CHCH2  CH  = CH(  CH2  ) 7 C(  0)  OCHCH2  OH 


352  C2iH4o02Si  56259-07-5 

9,12-Octadecadienoic  acid  (Z,Z)-,  trimethylsilyl  ester 

Me3 S i OC(  0)  (CH2)7CH  = CHCH2CH  = CH(CH2  )4Me 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


352  C22H16N4O  21415-94-1 

2(l//)-Phthalazinecarboxamide,  l-cyano-N,A/-diphenyl- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  27C  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


352  C22H28N2O2  55103-47-4 

Aspidofractinine-3-methanol,  acetate  (ester),  (2a, 3a, 5a)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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352 


352  C22H28N2O2  55724-53-3 

Aspidofractinine,  l-acetyl-17-methoxy- 


MeO  Ac 


352  C22H40O3  40924-19-4 

4-Hexadecynoic  acid,  2-propoxy-,  propyl  ester 

P r OC(  0)  CH ( OP  r ) CH2  C = C(  CH2  ) 1 0 Me 


352  C23H16N2O2  42919-51-7 

2(  lH)-Pyrimidinone,  5-benzoyl-4,6-diphenyl- 

Ph 
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352  C23H20N4  40229-68-3 

3,8-Azo-4,7-methanocyclobuta[fe]naphthalene,  23,3,33,4,7,73,= 
8,8a-octahydro-3,8-di-2-pyridinyl-,  (2aa,3/3,3aa,4/3,7/3,7aa,= 
8/3, 8a  a)- 


352  C23H25CIO  50592-54-6 

Cyclohexanone,  2-(3-chloro-2-butenyl)-2-methyl-6, 6-diphenyl- 


352 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2757 


352  C23H32N2O  56053-39-5 

2,20-Cyclo-8,9-secoaspidospermidine,  9-acetyl-l  ,3-dimethvl-, 
(2a, 3/3, 5a, 12/3, 19a, 20R)- 


1 ^-1 rAlJ 1 1 1 1 1 1 1 1 1 r— 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


352  C23H44O2  1120-34-9 

13-Docosenoic  acid,  methyl  ester,  (Z)- 


352  C24H20N2O  25649-72-3 

4H-1,2-Diazepine,  5-(p-methoxyphenyl)-3,7-diphenyl- 

Ph 


OMe 
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352  C25H20S  16928-73-7 

Benzene,  l,l’,l"-[(phenylthio)methylidyne]tris- 

PhSCPh3 


Me  ( CH2  } 7 CH  = CH(  CH2  ) 1 1 C(  0)  OMe 


352  C23H44O2  56630-69-4 

13-Docosenoic  acid,  methyl  ester 


352  C25H52  629-99-2 

Pentacosane 

Me ( CH2  ) 2 3 Me 


MeOC(  0)  ( CH2  ) 1 1 CH  = CH(  CH2  ) 7 Me 


2758 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


352 


352  C25H52 

Heptadecane,  9-octyl- 

( CH2  )7  Me 

I 

Me  ( CH2  ) 7 CH(  CH2  ) 7 Me 


7225-64-1 


352  C26H40  55281-94-2 

Chrysene,  l,2,3,4,4a,7,8,9,10,ll,12,12a-dodecahydro-6-octyl- 


( CH2  ) 7 Me 


352  C28Hi6  27983-38-6 

Benz[a]indeno[l,2,3-de]naphthacene 
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352  CzsHie  28512-55-2 

Anthra  [ 1 ,2-e]  acephenanthrylene 


352  F6U  7783-81-5 

Uranium  fluoride  (UFe),  (OC— 6—11)— 

UF  6 


352  F12N2S3  25005-58-7 

Sulfur  fluoride  nitride  (S3F12N2) 

FsSN:SF2  = NSF  5 
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353  CnEbsFeNOs  57983-19-4 

L-Serine,  N-(trifluoroacetyl)-,  1-methylpropyl  ester,  trifluoroacetate 
(ester) 

NHCOCF  3 

I 

F3  CC(  0)  OCH2CHC(  0)  OBu-s 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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353  CnHisNSe  57274-41-6 

Propanenitrile,  3-[(l,5,7-trimethyl-2,4,6,8,9-pentathiatricyclo= 
[3.3.1. l3"]dec-3-yl)thio]- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


353  Ci3H32N04PSi2  55108-84-4 

Phosphonic  acid,  [l-(acetylamino) pentyl]-,  bis(trimethylsilyl)  ester 

( CH2  ) 3 Me 
OS  i Me  3 

I I 

AcNHCHPOS  i Me3 
II 
O 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


353  CisEtaNsOs 

Adenosine,  N-(4-hydroxy-3-methylbutyl)- 


22663-55-4 


N- 


NH(CH2)2CHMeCH2OH 
-N 


N " 

hoch2 

h 

: , l. 

w 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

HO  0> 

353  CiiHi6C1N304S2  55670-20-7 

2H-l,2,4-Benzothiadiazine-7-sulfonamide,  6-chloro-3,4-di= 
hydra-iV,N,2,4-tetramethyl-,  1 , 1-dioxide 
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353 


353  C15H23N505  23477-26-1 

Adenosine,  2V-(3-hydroxy-3-methylbutyl)- 


NH(CH2)2COHMe2 


UU 


hoch2 

0, 


353  C18H18C0N2O2  32593-87-6 

Cobalt,  [[2,2'-[(l,l-dimethyl-l,2-ethanediyl)bis(nitrilomethyli= 
dyne)  ] bis  [phenolato]](2-)-N,  N\  0,0']- 


353  Ci8H35N02Si2  40629-66-1 

Benzeneethanamine,  Ar-butyl-/3,4-bis[(trimethylsilyl)oxy]- 


Me3  Si  0 


OS  i Me3 
I 

CHCH2  NH ( CH2 ) 3 Me 


80- 

60- 

40- 

20- 

11 „|ill,,T..il 

160  170 

180  190  200  210  220  230  240  250  260  270  280  290  300 

353  C20H19NO5  23626-69-9 

Furo[3,2-d]oxazol-6-ol,  3a,5,6,6a-tetrahydro-2-phenyl-5-(2- 
phenyl-l,3-dioxolan-4-yl)- 

Ph 


353 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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353  C20H19NO5  24181-80—4 

Spiro[l,3-dioxolo[4,5-^]isoquinoline-5(6//),7'-[7if]indeno[4,5- 
d][l,3]dioxol]-8-ol,  6\7$,8'-tetrahydro-6-methyl-,  (5 S-trans)- 


t rm  i — uui  i — i 1 1 1 1 1 1 1 1 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


353  C20H19NO5  30833-13-7 

Rheadan,  16-methyl-2,3:10,ll-bis[methylenebis(oxy)]- 


353  C21H23NO2S  50455-60-2 

5-Oxa-8-thia-6-azaspiro[3.4]  octan-2-one,  1 , 1 ,3,3-tetramethyl- 
6,7-diphenyl- 


353  C21H23NO4  10214-74-1 

Spiro[2,5-cyclohexadiene-l,7'(rH)-cyclopent[i/]isoquinolin]-4-one, 
l'-acetyl-2',3',8',8'a-tetrahydro-5'-ethoxy-6'-methoxy-,  (/?)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


353  C21H23NO4  29079-32-1 

Isoquinoline,  3-(6-ethenyl-l,3-benzodioxol-5-yl)-l,2,3,4-tetra= 
hydro-7 ,8-dimethoxy-2-methyl- 


MeO 


n I 1 r“ | — — — 1 — 1 1 — 1 — ‘—r  1 1 ■ 
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353 


353  C21H27N3O2  361-37-5 

Ergoline-8-carboxamide,  ^lO-didehydro-N-fl-ihydroxy^ 
methyl)propyl]-l, 6-dimethyl-,  (8/3)- 


1 

Me 


353  C22H31N3O  55281-97-5 

Methanone,  bis[4-(diethylamino)phenyl]-,  O-methyloxime 


NOMe 


353  C22H43NO2  56666-42-3 

Pyrrolidine,  l-(6-hydroxy-l-oxooctadecyl)- 

^^n^C0(CH2  )4CH(  OH)  (CH2  )i  1 Me 


353  C22H43NO2  56666-49-0 

Pyrrolidine,  l-(12-hydroxy-l-oxooctadecyl)- 

^ CO(  CH2  ) 1 0 CH  ( OH  ) ( CH2  ) 5 Me 
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353  C24H20NP  2325-27-1 

Benzenamine,  N-(triphenylphosphoranylidene)- 

PhN  = PPh  3 
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353  C24H51N  1116-76-3 

1-Octanamine,  N,N- dioctyl- 

( CH2  ) 7 Me 

Me  ( CH2  ) 7 N ( CH2  ) 7 Me 


353  C25H28BN  29098-27-9 

Borane,  (benzylideneamino)dimesityl- 


Me 


Me 
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353  C26H27N  42715-10-6 

3-Cyclohexen-l-amine,  N,N-dimethyl-2, 5, 6-triphenyl-,  (la,- 
2a, 5a, 6/3)- 


100 
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354  C4Hi0Fe2N4O4S2  15020-36-7 

Roussin's  red  ethyl  ester 


Et 

f{/N=0< 

I I 

♦0=N-7Fe  \ 

♦0=N  Et 


354  C10H5F5O2RU  33195-20-9 

Ruthenium,  dicarbonyl(775-2, 4-cyclopentadien-l-yl) (1,2, 3,3,3- 
pentafluoro-l-propenyl)- 


353  C26H27N  42715-09-3 

3-Cyclohexen-l-amine,  Af,A^-dimethyl-2,5,6-triphenyl-,  (la,^ 
2/3,50,6/?)- 


2764 
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354  CioH6Fi2  35207-94-4 

Cyclobutane,  l,l'-(l,l,2,2-tetrafluoro-l,2-ethanediyl)bis[2,2,3,= 
3-tetrafluoro- 


F 


F 


354  CioHioCr2N404  50277-98-0 

Chromium,  bis(7?5-2,4-cyclopentadien-l-yl)bis[^-(nitrosyl- 
N:iV)]dinitrosyldi-,  (Cr-Cr),  stereoisomer 


354  CiiH27N203PSSi2  56051-89-9 

Phosphonic  acid,  [l-(carbonothioylhydrazino)-2-methylpropyl]-, 
bis(trimethylsilyl)  ester 

OS i Me  3 
| CHMe2 

Me3  S i OPCHNHNCS 
II 
O 


354  Ci4HioFe204  12154-95-9 

Iron,  di-/i-carbonyldicarbonylbis(r;5-2,4-cyclopentadien-l-yl)di-, 
(Fe-Fe) 


354 


EPA  NIH  NLASS  SPECTRAL  DATA  BASE 
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354  CuHioFe-^  32757-46-3 

Iron.  di-M-carbonyldicarbonyIbis(775-2.4-cyclopentadien-l-yl idi-. 
(Fe-Fe),  trans- 


354  CuHioF  e?04  33221—55—5 

Iron.  di-M-carbonyldicarbonylbis(775-2.4-cyclopentadien-l-yl)di-, 
(Fe-Fe),  stereoisomer 


354  C16H12CI2O5  22346-58-3 

9H-Xanthen-9-one,  2.7-diehloro-l-hydroxy-3,6-dimethoxy-8- 
methyl- 


354  CieHisOg  327-97-9 

Cyclohexanecarboxylic  acid.  3-[[3-(3,4-dihydroxyphenyli-l- 
oxo-2-propenyl]oxy]-l,4.-5-trihydroxy-,  [lS-(la,3d,4a.5a)]- 


OH 


310  320  330  3*0  350  360  370  380  390  400  410  420  *30  440  *50 


354  C17H19CIO6  17793-64-5 

Spiro[benzofuran-2(3/f),l’-cyclohexane]-3,4'-dione,  7-chloro- 
2',4,6-trimethoxy^6'-methyl- 


100 

so 

so 

*0 
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III  . 1 l.ll..  1 ll  .11 

III  1 1 
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1 1.1. 

310  320  330  340  350 

360  370  380  390  400  410  420  430  440  450 

C17Hi9C106  26891-85-0 

354 

Spiro[benzofuran-2(3/f),r-cyclohexane]-2',3-dione,  7-chloro- 
4,4',6-trimethoxy-6'-methyl- 


354  CigHiaAsClO 

lOH-Phenoxarsine,  10-(4-chlorophenyl)- 


27796-61-8 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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il. , 111 J 

IL 

Ll 

|Il_ 

354  CisHisAsOa 

Arsenous  acid,  triphenyl  ester 


OPh 

I 

PhOAsOPh 


1529-86-8 
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354  C17H22O8  32251-36-8 

3,6-Methanobenzofuran-4,5,8-tricarboxylic  acid,  octahydro- 
6,7a-dimethyl-2-oxo-,  trimethyl  ester 

MeOC(O)  Me 

MeOC( 
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Me  | O 

C(  O)  OMe 
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354  Ci9H22N203Si  55191-27-0 

2,4-Imidazolidinedione,  3-methyl-5-phenyl-5-[3-[(trimethyl= 
silyl)oxy]phenyl]- 


N,  Ph 


OS i Me 3 
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354  Ci9H22N203Si  55191-28-1 

2,4_Iniidazolidinedione,  3-methyl-5-phenyl-5-[4-[(trimethyl~ 
silyl)oxy]phenyl]- 


OS i Me 3 


354  C2oHi806  133-03-9 

1,3-Benzodioxole,  5,5'-(tetrahydro-lH,3H-furo[3,4-c]furan- 
1,4— diyl)bis— , (la,3aa,4id,6a/3)-(+)- 
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354  C20H18O6  4877-81-0 

5,12-Naphthacenedione,  8-ethyl-7, 8,9, 10-tetrahydro-l, 6,8,1 1- 
tetrahydroxy- 


Et 
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354  C20H18O6  26543-89-5 

2(377)-Furanone,  3,4-bis(l,3-benzodioxol-5-ylmethyl)dihydro-, 
(3  R-trans)- 


CH2 


354  C2oHi806  56247-62-2 

Butanedial,  bis[(3-hydroxy-4-methoxyphenyl)methylene]- 
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354  C20H22N2O2S  5282-81-5 

1-Naphthalenesulfonamide,  5-(dimethylamino)-lV-(2-phenylethyl)- 

SO2NHCH2CH2PI1 


Me  2 N 


354  C20H22N2O2S  55837-10-0 

1-Naphthalenesulfonamide,  5-(dimethylamino)-iV-(l-phenylethyl)- 

SO2  NHCHMePh 


Me2  N 


354  C20H22N2O2S  55837-11-1 

1-Naphthalenesulfonamide,  5-(dimethylamino)-N-methyl-N- 
(phenylmethyl)- 


354  C20H22N2O4  56053-15-7 

Curan-17-oic  acid,  2,16-didehydro-20-hydroxy-19-oxo-,  methyl 
ester 


C(0)0Me 


354  C21H26N2O3  146-48-5 

Yohimban-16-carboxylic  acid,  17-hydroxy-,  methyl  ester,  (16a, 17a)- 
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354  C21H26N2O3  549-84-8 

Yohimbari-16-car  boxy  lie  acid,  17-hydroxy-,  methyl  ester,  (16a,  17/3)— 
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354  C21H26N2O3 

Ajmalan-17-one,  21-hydroxy-12-methoxy-,  (21a)- 


639-28-1 
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354  C21H26N2O3  1617-90-9 

Eburnamenine-14-carboxylic  acid,  14,15-dihydro-14-hydroxy-, 
methyl  ester,  (3a,14d,16a)- 

MeOC(Oi  Et 
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354  C21H26N2O3  2122-32-9 

3,5-Ethano-3.H-pyrrolo[2,3-d]carbazole-6-carboxylic  acid,  4- 
ethyl-l,2,3a,4,5,7-hexahydro-ll-methoxy-,  methyl  ester, 
stereoisomer 
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354  C21H26N2O3  2299-26-5 

Vobasan-17-oic  acid,  19,20-dihydro-3-oxo-,  methyl  ester,  (20a)- 
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354  C21H26N2O3  2671-44-5 

Aspidoalbidine,  1 -formyl-1 7-methoxy- 


MeO  CH  = 0 


354  C21H26N2O3  2671-46-7 

Aspidospermidin-17-ol,  l-acetyl-19,21-epoxy- 


354  C21H26N2O3  3668-17-5 

4-Piperidineacetic  acid,  5-ethylidene-2-[3-(2-hydroxyethyl)- 
l/f-indol-2-yl]-a-methylene-,  methyl  ester,  [2S-(2a,4a,52?)j- 


CC(  O) OMe 
CH2 


354  C21H26N2O3  5523-48-8 

Indolo[2,3-a]quinolizine-3-carboxylic  acid,  1,2,3,4,6,7,12,12b- 
octahydro-2-[l-(hydroxymethyl)propenyl]-,  methyl  ester 


CH2OH 
C = CHMe 
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354  C21H26N2O3  5552-25-0 

18,19-Seco-15/?-yohimban-19-oic  acid,  20,21-didehydro-16/3- 
(hydroxymethyl)-,  methyl  ester 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


354 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2771 


354  C21H26N2O3  6519-27-3 

Corynan-16-carboxylic  acid,  19,20-didehydro-17-hydroxy-,  methyl 
ester,  (16S,19E)- 


ch2oh 

CHC(  0)  OMe 


354  C21H26N2O3  6801-25-8 

Aspidospermidine-3-carboxylic  acid,  2, 3-didehydro- 20-hydroxy-, 
methyl  ester,  (5a,12/J,19a,20R)- 


354  C21H26N2O3  6835-99-0 

Eburnamenine-14-carboxylic  acid,  14,15-dihydro-14-hydroxy-, 
methyl  ester,  (3a,  14a,  16a)- 


MeOC(O)  El 
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354  C21H26N2O3  7168-77-6 

Vobasan-17-oic  acid,  3-hydroxy-,  methyl  ester,  (3/3)- 


C(  0)  OMe 
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354  C21H26N2O3  10012-73-4 

3,7-Secocuran-16-carboxylic  acid,  2,7,19,20-tetradehydro-17- 
hydroxy-,  methyl  ester,  (19E)- 
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354  C21H26N2O3  21451-70-7 

Aspidodispermine,  7-deoxy-,  acetate  (ester) 


1 

AC 


354  C21H26N2O3  41478-35-7 

Gelsemine,  18,19-dihydro-l-methoxy- 


Me 


354  C21H26N2O3  55724-51-1 

l,16-Cyclocorynan-16-methanol,  19,20-didehydro-17-hydroxy- 
10-methoxy-,  (19E)- 


hochj 
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354  C21H32F2O2  56193-66-9 

Pregnan-20-one,  5,6-difluoro-3-hydroxy-,  (3d)- 


354  C21H38O4  2277-28-3 

9,12-Octadecadienoic  acid  (Z,Z)-,  2,3-dihydroxypropyl  ester 

Me  ( CH2  ) 4 CH  = CHCH2  CH  = CH(  CH2  ) 7 C(  0)  OCH2  CH(  OH)  CH2OH 
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354  C21H38O4  3443-82-1 

9,12-Octadecadienoic  acid  (Z,Z)-,  2-hydroxy-l-(hydroxy:=: 
methyl)ethyl  ester 


CH20H 

Me  ( CH2  ) 4 CH  = CHCH2  CH  = CH(  CH2  ) 7 C(  0)  OCHCH2  OH 


354  C2iH4202Si  21556-26-3 

Oleic  acid,  trimethylsilyl  ester 

Me  ( CH2  ) 7 CH  = CH  ( CH2  ) 7 C(  0)  OS  i Me 3 


354  C22H18N4O  13617-71-5 

2-Pyrazolin-5-one,  4-[[p-(methylamino)phenyl]imino]-l,3-di~ 
phenyl- 

Ph 


NHMe 
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354  C22H26O4  1169-54-6 

Estra-l,3,5(10),9(ll)-tetraene-3,17-diol,  diacetate,  (17/3)— 
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354  C22H26O4  41347-52-8 

[3,6'-Bi-2//-l-benzopyran]-7,7'-diol,  3,3',4,4'-tetrahydro-7,7'- 
dimethoxy-2',2'-dimethyl- 
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354  C22H30N2O2  466-49-9 

Aspidospermidine,  l-acetyl-17-methoxy- 


MeO  Ac 


354  C22H31BO3  31012-59-6 

Pregna-4,17(20)-dien-3-one,  20,21-[(methylborylene)bis(oxy)]- 


354  C22H42O3  56247-70-2 

Heneicosanoic  acid,  20-oxo-,  methyl  ester 

MeCO(  CH2  ) 1 8 C(  0)  OMe 


354  C23H18N2O2  42919-55-1 

2(lH)-Pyrimidinone,  4-(4-methylphenyl)-5-phenoxy-6-phenyl- 

OPh 


0 


354  C23H46O2  929-77-1 

Docosanoic  acid,  methyl  ester 

Me  ( CH2  ) 2 0 C(  0)  OMe 
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354  C23H46O2  55622-59-8 

1,3-Dioxolane,  4-heptadecyl-2, 2, 5-trimethyl-,  cis- 


354  C23H46O2  55622-60-1 

1,3-Dioxolane,  4-butyl-2,2-dimethyl-5-tetradecyl-,  cis- 


( CH2  ) 1 3 Me 


354  C24H18O3  2892-42-4 

Methanone,  l,2,3-cyclopropanetriyltris[phenyl-,  (la,2a,3/J)- 

COPh 


PhCO  C0Ph 
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354  C24H18O3  3379-41-7 

Benzene,  l,l'-oxybis[4-phenoxy- 


354  C24H50O  506-51-4 

1-Tetracosanol 


Me ( CH2  ) 2 3 OH 


354  C26H42  55191-26-9 

s-Indacene,  l,2,3,5,6,7-hexahydro-l,l,5,5-tetramethyl-4,8-bis:= 
(3-methylbutyl)- 

CH2  CH2CHM6  2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  160 


2776 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


354 


354  C28H18  1055-23-8 

9,9'-Bianthracene 
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355  C7HioF9NOSSi  51735-80-9 

1-Butanesulfinamide,  l,l,2,2,3,3,4>4,4-nonafluoro-N-(trimethyLilyl)- 

F3CCF2CF2CF2S(0)  NHS  i Me3 
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355  CiiHigCrNaOsP  15137-66-3 

Chromium,  pentacarbonyl(hexamethylphosphorous  triamide-P)-, 
(OC-6-22)- 


355  Ci2H34N03PSi3  53044-3875 

Phosphonic  acid,  [l-[(trimethylsilyl)amino]propyl]-,  bis(tri= 
methylsilyl)  ester 

OS i Me  3 

I 

Me3  S i NHCHE t POS  i Me 3 

II 
O 


355  Ci2H34N03PSi3  56051-92r4 

Phosphonic  acid,  [3-[(trimethylsilyl)amino]propyl]-,  bis(tri= 
methylsilyl)  ester 

OS  i Me  3 

I 

Me3  S i NH(  CH2  ) 3 POS  i Me3 
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355  C13H20F3N3O5  55191-31-6 

L-Alanine,  N-[N-[N-(trifluoroacetyl)-L-valyl]glycyl]-,  methyl  ester 

CHM62 

I 

MeOC  ( 0) CHMeNHCOCH2  NHCOCHNHCOCF 3 


355  C15H24F3NO5  57983-69-4 

L-Aspartic  acid,  N-methyl-N-(trifluoroacetyl)-,  bis(l-methylpropyl) 
ester 

C(  O)  OBu-s 

s -Bu  OC(  0)  CH2  CHNMe  COCF 3 
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355  C15H24F3NO5  816-59-1 

Glutamic  acid,  iV-(trifluoroacetyl)-,  dibutyl  ester,  L- 

NHC0CF3 

1 

Me  ( CH2  ) 3 OC(  0)  CH2  CH2  CHC(  O)  0(  CH2  ) 3 Me 
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355  C15H24F3NO5  57983-23-0 

L-Glutamic  acid,  N-(trifluoroacetyl)-,  bis(l-methylpropyl)  ester 

C(  O) OBu-s 

I 

s -Bu  OC(  O)  CH2  CH2  CHNHCOCF3 


355  C20H21NO5  24181-78-0 

Spiro[7/i-indeno[4,5-d]-l,3-dioxole-7,r(2'H)-isoquinoline]- 
7',8-diol,  3',4',6,8-tetrahydro-6'-methoxy-2'-methyl-,  trans- 
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355  C21H25NO4  475-81-0 

4H-Dibenzo[de,g]quinoline,  S.O.ilaJ-tetrahydro-l^.O.lO-tetra^ 
methoxy-6-methyl-,  (S)- 
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355  C21H25NO4  50657-26-6 

l,3-Benzodioxole-5-ethanamine,  6-[2-(3,4-dimethoxyphenyl)  = 
ethenyl]-N,A/-dimethyl-,  ( E )- 


MeO. 

MeO' 


M62NCH2  CH2 


*1 — CH:CH 


355  C22H26FNO2  1050-79-9 

1-Butanone,  l-(4-fluorophenyl)-4-[4-hydroxy-4-(4-methyl  = 
phenyl)-l-piperidinyl]- 


, 1,1, 

iii.i i.l 
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355  C24H21NO2  32581-60-5 

Benzene,  l,l',l"-(3-nitro-5-cyclohexene-l,2,4-triyl)tris-,  (la,^ 
2a, 3/3, 4a)- 


Ph 


355  C24H21NO2  32581-61-6 

Benzene,  1 ,1 ' ,1  "-(3-nitro-5-cyclohexene-l ,2,4— triyl)tris— , ( la,  = 
2/3, 3a, 4a)- 


Ph 


355  C25H25NO  42715-19-5 

3-Cyclohexen-l-amine,  6-(4-methoxyphenyl)-2, 5-diphenyl-, 
(la, 2/3, 5/3, 6/3)- 


Ph 


Ph 
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356  CeB^sP  13379-67-4 

Phosphonous  dibromide,  ipentafluorophenyli- 


F 


F 


356  CtHsFsOtSSi  51735-77-4 

1-Butanesulfinic  acid.  1.1.2.2,3.3.4.4.4-nonafluoro-,  trimethylsilyl 
ester 


c3CCF2CF2CF2S'  01  OS  i Me  2 


356  CnH2sBrSn  55670-18-3 

Stannane.  bromodibutylt  1-methylethyl)- 

We(  C«2  )3SnBr  I Pr-i  ) ( CH2  )jWe 


356  CnHiaOiPSL  53044-27-2 

Acetic  acid.  [his[itrimethybilyl>oxy:phoephinyl]-  trimethylsilyl  ester 


356  CioHsCUFe  33306-53-5 

Ferrocene.  1,2,3,4,5-pentachloro- 


06  i Me  3 

Me 2 5 0C(  Oi  CH2  =05  Me 3 
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356  CiaHioHg  587-85-9 

Mercury,  diphenyl- 

HjPhj 
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356  C12H15F7O4  55649-46-2 

Butanoic  acid,  heptafluoro-,  4-butoxy-4-oxobutyl  ester 

Me  ( CH2  ) 3 OC(  0)  ( CH2  ) 3 OC(  0)  CF 2 CF 2 CF 3 


356  CisMOSi  26305-80-6 

Silane,  [ ( 10-iododecyl)oxy  ] trimethyl- 

I ( CH2  ) 1 0 OS  i Me 3 


356  C12H15F7O4  55649-47-3 

Butanoic  acid,  heptafluoro-,  3-butoxy-l-methyl-3-oxopropyl  ester 

F3CCF2CF2CI  0)  OCFIMe CH2  C(  0)  0(  CH2  ) 3 Me 


356  C12H15F7O4  55649-48-4 

Butanoic  acid,  heptafluoro-,  l-(butoxycarbonyl)propyl  ester 

Me  ( CH2  ) 3 0C(  0)  CHE  t 0C(  0)  CF2  CF2  CF3 
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356  C16H14CI2O5  1235—50-3 

Spiro[benzofuran-2(3ff),ll_[3]cyclohexene]-2',3-dione,  4',7-di= 
chloro-4,6-dimethoxy-6'-methyl- 


356 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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356  CieHuChOs  26881-56-1 

Spiro[benzofuran-2(3LD,l'-[2]cyclohexene]-3,4'-dione,  2',7-di= 
chloro-4,6-dimethoxy-6'-methyl- 


356  C16H20O5S2  19930-84-8 

Spiro[adamantane-2,2'-[l,3]dithiolane]-l,5-dicarboxylic  acid, 
6-oxo- 


356  C16H20O7S  56248-13-6 

2/f-Pyran-2-methanol,  3-(benzoyloxy)-6-ethoxy-3,6-dihydro-, 
methanesulfonate 


CH2  OSO2  Me 
OC( 0) Ph 


356  Ci6H2805Si2  3223-45-8 

Acetic  acid,  [3-methoxy-4-(trimethylsiloxy)phenyl]  (trimethyl = 
siloxy)-,  methyl  ester 


MeO. 


OS i Me 3 
I 

CHC(  0)  OMe 


356  CieHzgOsSb  57397-11-2 

Benzeneacetic  acid,  3-methoxy-a,4-bis[(trimethylsilyl)oxy]-,  methyl 
ester,  (±)- 


C(O)  OMe 
CHOSi Me3 


2782 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


356 


356  Ci6H32N203Si2  52937-66-3 

2,4,6(l//,3//,5H)-Pyrimidinetrione,  5-ethyl-5-(l-methylpro= 
pyl)-l,3-bis(trimethylsilyl)- 


X 


0'  N 0 

I 

S i Me  3 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


356  Ci6H32N203Si2  52988-92-, 

2,4,6(l/7,3/f,5/7)-Pyrimidinetrione,  5-butyl-5-ethyl-l,3-bis: 
(trimethylsilyl)- 


X 


( CH2 ) 3 Me 
Et 


O'  N 0 

I 

Si  Me 3 
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356  Ci8Hi7N2PS2  24625-65-8 

Phosphinodithioic  acid,  diphenyl-,  4,6-dimethyl-2-pyrimidinyl  ester 


N.  .SPPh2 =S 

Y 

N 
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356  CisHhoSn 

Stannane,  diphenyldi-2-propenyl- 

H2C  = CHCH2SnPh2  CH2  CH  = CH2 


10074-32-5 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


356  C17H21CIO6  26891-87-2 

Spiro[benzofuran-2(3//),l'-cyclohexan]-3-one,  7-chloro-4'- 
hydroxy-2',4,6-trimethoxy-6'-methyl- 
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356 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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356  CigHieOv  6824-61-9 

5,12-Naphthacenedione,  7,8,9,10-tetrahydro-l,6,7,8,ll-penta= 
hydroxy-8-methyl- 

0 OH  OH 

H 

Me 

HO  0 OH 
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356  C19Hi607  54725-11-0 

Isobenzofuro[5,6-5]benzofuran-8-carboxylic  acid,  1,3-dihydro- 
7,10-dimethoxy-9-methyl-l-oxo-,  methyl  ester 


Me  OMe 


356  Ci9H28N2OSi2  31396-45-9 

Benzophenone,  4,4'-bis[(trimethylsilyl)amino]- 


100  -1 

80- 

60- 
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20- 

0 1 t-  1 1 *r* — 1 1 1 1 1 1 1 1 1 1 — 
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356  C19H36N9O4  28415-50-1 

Valine,  iV-(iV-decanoyl-L-alanyl)-,  methyl  ester,  L- 

CHMe2 

I 

Me ( CH2 ) e CONHCHMe CONHCHC) 0) OMe 


356  C2oH2006  518-55-8 

Naphtho[2,3-c]furan-l(3/f)-one,  3a,4,9,9a-tetrahydro-6- 
hydroxy-4-(4-hydroxy-3-methoxyphenyl)-7-methoxy-, 
(3aa,4a,9a/3)-(-)- 


■ T-  r 1 1‘  » i 1— ~ -» 1 » 1 1 1 \ 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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356 


356  C20H24N2O4  2270-73-7 

Curan-17-oic  acid,  2, 16-didehydro-19, 20-dihydroxy-,  methyl  ester, 
(19S)- 


C(0)0Me 


356  C21H25FN2O2  1480-19-9 

1-Butanone,  l-(4-fluorophenyl)-4-[4-(2-methoxyphenyl)-l- 
piperazinyl]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


356  C21H28N2O3  22222-79-3 

Aspidospermidin-21-oic  acid,  17-methoxy-,  methyl  ester 
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356  C21H28N2O3  36458-98-7 

21-Noraspidospermidin-20-ol,  l-acetyl-17-methoxy- 


MeO  Ac 


356  C21H28N2O3  36954-74-2 

3,4-Secocondyfolan-3-one,  14,19-didehydro-10,ll-dimethoxy- 
4-methyl-,  (2/3, 7/3, 14E, 15a)- 


CHMe 


H 0 


356 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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356  C21H28N2O3  40169-73-1 

Akuammilan-16-methanol,  l,2-dihydro-17-hydroxy-10-methoxy-, 
(2a)- 


356  C21H40O4  109-31-9 

Nonanedioic  acid,  dihexyl  ester 

Me  ( CH2  ) 5 OC(  0)  ( CH2  ) 7 C(  0)  0(  CH2  ) 5 Me 


356  C21H40O4  111-03-5 

9-Octadecenoic  acid  (Z)-,  2,3-dihydroxypropyl  ester 

Me  ( CH2  ) 7 CH  = CH  ( CH2  ) 7 C(  0)  OCH2  CH  ( OH ) CH2  OH 
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356  C21H40O4  3443-84-3 

9-Octadecenoic  acid  (Z)-,  2-hydroxy-l-(hydroxymethyl)ethyl  ester 

CH20H 

Me  ( CH2  ) 7 CH  =CH(  CH2  ) 7 C(  0)  OCHCH2  OH 


356  C21H40O4  23130-42-9 

Propanedioic  acid,  hexadecyl-,  dimethyl  ester 

( CH2 ) 1 5 Me 
MeOC(  0) CHC(  0) OMe 
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356  C21H40O4  25751-93-3 

Tridecanedioic  acid,  2-hexyl-,  dimethyl  ester 

( CH2 ) 5 Me 

Me OC(  0)  ( CH2  ) 1 0 CHC(  0)  OMe 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


356 


356  C21H40O4  29238-07-1 

Pentanedioic  acid,  2-tetradecyl-,  dimethyl  ester 

( CH2 ) 1 3 Me 
I 

Me OC(  0)  CH2  CH2  CHC(  0)  OMe 


356  C21H40O4  30889-23-7 

l,3-Dioxan-5-ol,  2-pentadecyl-,  acetate,  cis- 

OAc 


Me ( CH2  ) 1 4 


356  C21H40O4  30889-26-0 

l,3-Dioxan-5-ol,  2-pentadecyl-,  acetate,  trans- 
om 


Me ( CH2 ) 1 4 
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356  C21H40O4  30889-29-3 

l,3-Dioxolane-4-methanol,  2-pentadecyl-,  acetate,  cis- 


CH2  OAc 


356  C21H40O4  30889-32-8 

l,3-Dioxolane-4-methanol,  2-pentadecyl-,  acetate,  trans- 


CH2  OAc 


356  C21H40O4  41240-29-3 

Butanedioic  acid,  pentadecyl-,  dimethyl  ester 

(CH2)i  4 Me 
I 

MeOC( 0) CH2  CHC( 0) OMe 
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356  C21H40O4  41240-31-7 

Hexanedioic  acid,  2-tridecyl-,  dimethyl  ester 


356  C21H40O4  41240-35-1 

Heptadecanedioic  acid,  2-ethyl-,  dimethyl  ester 


( CH  2 ) 1 2 Me 

I 

Me 0C(  0)  ( CH2  )3CHC(  0)  OMe 


356  C21H40O4  41240-32-8 

Octanedioic  acid,  2-undecyl-,  dimethyl  ester 

( CH2 ) 1 0 Me 

MeOC(O)  ( CH2  ) 5 CHC(  0)  OMe 


356  C21H40O4  41240-34-0 

Hexadecanedioic  acid,  2-propyl-,  dimethyl  ester 

MeOC(O)  ( CH2  ) 1 3 CHP  r C(  0)  OMe 


MeOC(O)  ( CH2  ) 1 4 CHE  1 C(  0)  OMe 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


356  C21H40O4 

Octadecanedioic  acid,  2-methyl-,  dimethyl  ester 


41240-36-2 


Me OC(  0)  ( CH2  ) 1 s CHMeCf  0)  OMe 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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356  C21H40O4  56599-54-3 

l,3-Dioxolane-4-methanol,  2-pentadecyl-,  acetate 


CH2  OAc 
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356  C2iH4402Si  18748-91-9 

Octadecanoic  acid,  trimethylsilyl  ester 

Me  ( CH2  ) 1 6 C(  0)  OS  i Me3 


356  C21H45BO3  2938-83-2 

Boric  acid  (H3BO3),  triheptyl  ester 

0(  CH2  )eMe 

Me  ( CH2  ) 6 OBO(  CH2  ) 6 Me 


356  C22H28O4  521-54-0 

Naphthalene,  l-(3,4-dimethoxyphenyl)-l,2,3,4-tetrahydro-6,7- 
dimethoxy-2, 3-dimethyl-,  [lS-(la,2/3,3a)j- 


OMe 


■100 

80- 
60- 
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20  - 

0 J 1 -1 “1 r-“ — 1 — 1 - t — — r — ““‘1  ‘tM‘  ■ * t t I — 
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356  C22H28O4  3434-88-6 

Estra-l,3,5(10)-triene-3,17-diol  (17/2)-,  diacetate 


Me 


356  C22H28O4  27736-68-1 

Estra-l,3,5(10)-trien-17-one,  3-(acetyloxy)-,  cyclic  1,2-ethanediyl 
acetal 


356 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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356  C22H32N2O2  54751-76-7 

Aspidospermidin-21-ol,  l-ethyl-17-methoxy- 


356  C22H33BO3  30881-79-9 

Pregna-5,17(20)-dien-3-ol,  20,21-[(methylborylene)bis(oxy)]-,  (3/3)- 


356  C22H33BO3  30882-65-6 

Pregn-4-en-3-one,  20,21-[(methyleneborylene)bis(oxy)]-,  (20/?)— 


. L.  . 1 . 1.1,1  J 1.1, L l.l.l,.  ..1,1.1 

1 . I.lll.l  . l.l.l 
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356  C22H33BO3  31012-60-9 

Pregn-17(20)-en-3-one,  20,21-[(methylborylene)bis(oxy)]-,  (5a)- 
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356  C22H44O3  14251-39-9 

Stearic  acid,  2-hydroxy-l-methylpropyl  ester 

MeCH(  OH)  CHMeOC(  0)  ( CH2  ) 1 e Me 
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356  C22H44O3  15337-64-1 

Stearic  acid,  4-hydroxybutyl  ester 

HO(  CH2  ) 4 OC(  0)  (CH2  )1  6 Me 
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356  C22H44O3  26158-80-5 

Eicosanoic  acid,  2-hydroxyethyl  ester 

Me  ( CH2  ) 1 8 C(  0)  OCH2  CH2  OH 


356  C23H16O4  50616-96-1 

17f-Indene-l,3(2/f)-dione , 2-hydroxy-2-(9-methoxy-9/f- 
fluoren-9-yl)- 
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356  C23H17CIN2  25649-73-4 

4if-l,2-Diazepine,  5-(4-chlorophenyl)-3,7-diphenyl- 

Ph 


Cl 
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356  C23H32O3  979-02-2 

Pregna-5,16-dien-20-one,  3-(acetyloxy)-,  (3/3)- 

Me 


356 
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356  C23H32O3  5244-58-6 

Pregna-4,6-diene-3,20-dione,  17-hydroxy-6,16a-dimethyl- 


356  C24H36O2  978-80-3 

Pregn-4-ene-3,20-dione,  17-ethyl-6-methyl-,  (6a)- 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


356  C23H360Si  56771-62-1 

Silane,  trimethyl-[[(17a)-19-norpregn-4-en-20-yn-17-yl]oxy]- 


HC : C OS i Me 3 


356  C24H36O2  40013-88-5 

9,10-Secochola-5,7,10(19)-trien-24-al,  3-hydroxy-,  (3/3,5Z,7E)~ 
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356  C24H40N2 

Con-5-enin-3-amine,  N,N- dimethyl-,  (3/3)— 


Me2  N 


546-06-5 


356  C25H40O  57597-10-1 

26,27-Dinorcholesta-5,22-dien-3-ol,  (3/3,22 E)- 

Me 
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356  C26H44  14949-19-0 

2 l-Nor-5a-cholest-24-ene 

Me 


356  C28H20  1055-26-1 

Azulene,  1,2,3-triphenyl- 
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356  C26H28O 

Ether,  4-methylcyclohexyl  trityl 


20705-41-3 


OCPh3 


357 
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356  C28H20  1942-39-8 

Naphthalene,  1,2,3-triphenyl- 


Ph 


357  C14H13CI2N3O4  50649-03-1 

L-Histidine,  N-[(2,4-dichlorophenoxy)acetyl]- 


ci 


357  CieHisNsOs  35837-31-1 

Uridine,  5'-acetyl-5'-deoxy-2',3'-0-(phenylmethylene)- 


357  C17H27NO5S  18833-89-1 

2,6-Pyridinediol,  l-acetyl-3-(£er£-butylthio)-l,2,3,6-tetra= 
hydro-3, 5-dimethyl-,  diacetate  (ester) 


OAc 


Me 


2794 
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357  C18H18C11N2O2  32593-88-7 

Copper,  [[2,2'-[(l,l-dimethyl-l,2-ethanediyl)bis(nitrilomethy=: 
lidyne)  ] bis [phenolato]  ] (2 -)-N,N'  ,0,0']-,  {SP- 4-4)- 


357  C18H35N3S2 

1,3,4-Thiadiazole,  2-amino-5-(hexadecylthio)- 


H2  n 


S( CH2  ) 1 5 Me 


33313-11-0 


357  C19H16CINO4  53-86-1 

lH-Indole-3-acetic  acid,  l-(4-chlorobenzoyl)-5-methoxy-2-methyl- 
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357  C20H20NO3.CI  19717-36-3 

Berbinium,  7,8,13,13a-tetradehydro-2,3,ll-trimethoxy-,  chloride 


357  C20H23NO5  7415-43-2 

Morphinan-6-one,  7,8-didehydro-4,5a-epoxy-14-hydroxy-3- 
methoxy-17-methyl-,  cyclic  ethylene  acetal 


357 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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357  C20H23NO5  24274-60-0 

Cephalotaxine,  acetate  (ester) 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


357  C20H23NO5  33064-79-8 

7a,9c-(Iminoethano)phenanthro[4,5-£>cd]furan-5,8-diol,  4aa,= 
5a,8a,9-tetrahydro-3-methoxy-12-methyl-,  8-acetate,  (+)- 


OH 


357  C22H31NO3  34443-89-5 

3-Hexen-2-one,  6-(6-acetonyl-5-hydroxy-l,4-dimethyl-5- 
phenyl-2-piperidyl)-,  stereoisomer 
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357  C23H19NO3  27311-58-6 

2-Butene-l,4-dione,  2-p-anisidino-l,4-diphenyl- 


MeO' 


COPh 

I 

,NHC  = CHCOPh 


357  C24H39NO  56599-69-0 

Pyrrolidine,  l-(l-oxo-5,8,ll,14-eicosatetraenyl)- 


" C0(  CH2  )3CH:CHCH2  CH  = CHCH2CH:CHCH2CH  = CH(  CH2  ) 4 Me 
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358  C9H27As04Si3  17921-76-5 

Silanol,  trimethyl-,  triester  with  arsenic  acid  (H3ASO4) 

OS i Me  3 

I 

Me3Si  OAsOSi  Me 3 

II 

0 


358  C10H14O2S6  57274-38-1 

2,4,6,8,9,10-Hexathiatricyclo[3.3.1.13'7]decane-l-propanoic  acid, 
3,5,7-trimethyl- 


358  CnHsiOsPSh  55887-73-5 

Phosphoric  acid,  bis(trimethylsilyl)  2-[(trimethylsilyl)oxy]ethyl  ester 

OS i Me 3 

I 

Me3  S i OCH2  CH2  OPOS i Me3 

II 
0 
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l,l'-Biphenyl,  hexachloro- 


26601-64-9 


PhPh  *6CI 
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358  C12H4CI6 

l,l'-Biphenyl,  2,2',4,4',6,6'-hexachloro- 


33979-03-2 


358  C12H4CI6  35065-27-1 

l,l'-Biphenyl,  2,2',4,4',5,5'-hexachloro- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


358 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2797 


100- 

80 

60 

40 

20 

Ll_i 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

80 

60 

40 

20- 

, 

310  320  330  340  350  36 

0 370  380  390  400  410  420  430  440  450 

358  C12H4CI6  35065-28-2 

l,l'-Biphenyl,  2,2',3,4,4',5'-hexachloro- 
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358  C12H4CI6  38380-07-3 

l.l'-Biphenyl,  2,2,,3,3',4,4'-hexachloro- 


358  C12H4CI6  38411-22-2 

l.l'-Biphenyl,  2,2,,3,3',6,6'-hexachloro- 


358  C12H4CI6  52663-63-5 

l.l'-Biphenyl,  2,2',3,5,5',6-hexachloro- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


358  C12H4CU  52712-04-6 

l.l'-Biphenyl,  2,2',3,4,5,5'-hexachloro- 
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358  Ci2H6F8N4  2200-68-2 

Hydrazine,  l,r-(2,2',3,3',5,5',6,6'-octafluoro[l,r-biphenyl]-4,4'- 
diyl)bis- 


F F 


F F 


358  Ci2H3i06PSi2  55191-35-0 

Phosphoric  acid,  2,2-diethoxyethyl  bis(trimethylsilyl)  ester 

OS i Me  3 

I 

(Et0)2CHCH20P0SiMe3 

II 
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358  C13H12M0N2O4  36100-15-9 

Molybdenum,  tetracarbonyl[AT-(2-pyridinylmethylene)-2- 
propanamine-iV,^]-,  (OC-6-33)- 


358  C14H16F6N2O2  54966-08-4 

Pyridine,  l,2,3,4-tetrahydro-l-(trifluoroacetyl)-5-[l-(trifluoro= 
acetyl)-2-piperidinyl]- 


C0CF3 
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358  Ci4H3oN203Si3  31517r04-l 

Pyrimidine,  2,4-bis[(trimethylsilyl)oxy]-5-[[(trimethylsilyl)  = 
oxy]  methyl] - 


OS i Me  3 

CH2  OS i Me 3 


Tr 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


358 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2799 


358  C16H22O9  14215-86-2 

li/,3//-Pyrano[3,4-c]pyran-l-one,  5-ethenyl-6-(/5-D-gluco~ 
pyranosyloxy)-4,4a,5,6-tetrahydro-,  [4aS-(4aa,5/3,6«)]- 


358  C19H18O7  1245-15-4 

4/f-l-Benzopyran-4-one,  2-(3,4-dimethoxyphenyl)-5-hydr= 
oxy-3,7-dimethoxy- 
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358  C19H34O6  55191-43-0 

Dodecanoic  acid,  2-(acetyloxy)-l-[(acetyloxy)methyl]  ethyl  ester 

CH2  OAc 
1 

Me  ( CH2 ) 1 0 C(  0) OCHCH2  OAc 
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358  C18H22N4O4  534-97-4 

D-arafemo-Hexos-2-ulose,  bis(phenylhydrazone) 

NNHPh 

II 

HOCH2CH(  OH)  CH(  OH)  CH(  OH)  CCH  = NNHPh 
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358  C19H34O6 

Dodecanoic  acid,  2,3-bis(acetyloxy)propyl  ester 

OAc 

1 

Me  ( CH2  ) 1 0 C(  0)  OCH2  CHCH2  OAc 


55191-44-1 


2800 
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358  C20H22O6  471-54-5 

l,4-Etheno-3H,7H-benzo[l,2-c:3,4-c']dipyran-3,7-dione,  9-(3- 
furanyl)decahydro-4-hydroxy-4a,10a-dimethyl-,  [lP-(la,= 
4d,4aa,6aa,9d,10aj8,10bQ:)]- 


358  C20H22O6  546-97-4 

1 ,4-Etheno-3H,7H-benzo [ l,2-c:3,4-c' ] dipyran-3,7-dione,  9—(3— 
furanyl)decahydro-4-hydroxy-4a,10a-dimethyl-,  [lP-(la,= 

4d,4aa>6ad,9d,10a|3,10ba)]- 


358  C20H22O6  580-72-3 

2(3H)-Furanone,  dihydro-3, 4-bis[(4-hydroxy-3-methoxy= 
phenyl)methyl]- 


0 


358  C20H22O6  4263-87-0 

3-Benzofuranmethanol,  2, 3-dihydro- 2-(4-hydroxy-3-methoxy= 
phenyl)-5-(3-hydroxy-l-propenyl)-7-methoxy- 


OMe 


OH 
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358  C20H22O6  56830-86-5 

3b,lla[3',4']-Furanophenanthro[9,10-c]furan-l,3,13,15-tetrone, 
tetradecahydro- 
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358  C20H26N2O4  2111-90-2 

Curan-17-oic  acid,  19,20-dihydroxy-,  methyl  ester,  (19S)- 


C(0)0M° 
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358  C20H26N2O4  6887-28-1 

Gelsedine,  11-methoxy- 


OMe 


358  C20H26N2O4  55283-41-5 

3,4-Secocondylfolan-3-one,  16,19-epoxy-2-hydroxy-l  l-meth= 
oxy-4-methyl-,  (14/3,16/3,19 R)- 
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358  C2oH4203Si  21987-11-1 

Hexadecanoic  acid,  2-[(trimethylsilyl)oxy]-,  methyl  ester 

OSiMes 
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MeOC(  0)  CH(  CH2  ) i 3 Me 
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358  C2oH4203Si  56196-04-4 

Hexadecanoic  acid,  15-[(trimethylsilyl)oxy]-,  methyl  ester 

Me3  S i OCHMe  ( CH2  ) 1 3 C(  0)  OMe 


358  C2oH44Ge  3634-47-7 

Germane,  tetrapentyl- 

( CH2  ) 4 Me 

Me  ( CH2  ) 4 Ge  ( CH2  )4  Me 
Me  ( CH2  ) 4 


358  C21H26O5  26574-30-1 

2if  ,8/i-Benzo[l, 2-6:5, 4-6' ]dipyran-10-propanoic  acid,  5-meth= 
oxy-2,2,8,8-tetramethyl-,  methyl  ester 


CH2  CH2  C(  0)  OMe 


OMe 


358  C21H30N2O3  3368-88-5 

Pyrido[3’, 4':5, 6]  cyclohept[l, 2-6]  indole-5, 5(lH)-dimethanol,  2- 
ethyl-2,3,4,4a,6,ll,12,12a-octahydro-12a-hydroxy-12-methyl- 


CH2  oh 


358  C21H42O4  123-94-4 

Octadecanoic  acid,  2,3-dihydroxypropyl  ester 

H0CH2CH(0H)CH2  0C(0)  ( CH2  ) 1 6 Me 
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358  C21H42O4  621-61-4 

Octadecanoic  acid,  2-hydroxy-l-(hydroxymethyl)ethyl  ester 

CH20H 
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Me  ( CH2  ) 1 6 C(  0)  OCHCH2  OH 
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358  C22H30O4  31560-87-9 

Kaur-16-en-18-oic  acid,  6rt,7a-dihydroxy-,  7-lactone,  acetate 
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358  C22H15CIN2O  52736-85-3 

Naphtho[l,2-6]phenazin-5(8H)-one,  6-chloro-8-ethyl- 
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358  C22H30O2S  90-66-4 

Phenol,  2,2'-thiobis[6-(l,l-dimethylethyl)-4-methyl- 
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19-Norpregn-4-ene-3,20-dione,  17-(acetyloxy)- 
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358  C22H30O4  52474-66-5 

Kaur-16-en-18-oic  acid,  7-(acetyloxy)-6-hydroxy-,  y-lactone, 
(4a, 6a, 7/3)- 


H2C 
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358  C23H34O3 

Pregn-5-en-20-one,  3-(acetyloxy)-,  (3/3)- 
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358  C22H34N2O2  25584-27-4 

Tryptophan,  2-(l,l-dimethylpropyl)-6-(3-methylbutyl)-,  methyl 
ester 


Me2  CHCH2  CH 


N.  ^CE1Me2 
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CH2  CH(  NH2  ) C(  0)  OMe 
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358  C22H35BO3  35315-17-4 

Pregn-17(20)-en-3-ol,  20,21-[(methylborylene)bis(oxy)]-,  (3a, 5a)- 


V-Me 


358  C23H34O3 

Pregn-16-en-20-one,  3-(acetyloxy)-,  (3/3, 5/3)- 


2601-07-2 
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358  C23H34O3  2738-39-8 

Pregn-4-ene-3,20-dione,  17-hydroxy-6, 16-dimethyl-,  (6a, 16a)- 


358  C23H34O3  7704-93-0 

5a-Pregn-9(ll)-en-12-one,  20/3-hydroxy-,  acetate 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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5a-Pregn-16-en-20-one,  12/3-hydroxy-,  acetate 


5618-21-3 
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Pregn-4-ene-3,20-dione,  17-hydroxy-6, 16-dimethyl-,  (6/3, 16a)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


358  C23H34O3 

4-Hexadecynoic  acid,  2-phenoxy-,  methyl  ester 

OPh 
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Me  ( CH2  ) 1 0 C : CCH2  CHC(  0)  OMe 


40924-22-9 
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358  C23H34O3  54549-89-2 

Androst-5-en-7-one,  3-(acetyloxy)-4, 4-dimethyl-,  (3/3)- 

Me 


AcO 

Me 


358  C23H34O3  56193-61-4 

Pregn-16-en-20-one,  3-(acetyloxy)-,  (3a)- 

Me 


358  C23H34O3  56630-84-3 

Pregn-4-ene-3,20-dione,  6-hydroxy-6, 16-dimethyl-,  (6/3, 16a)- 

Me 


358  C23H38N2O  27769-09-1 

F ormamide,  N-methyl-N-norconanin-3/3-yl- 


0 = CHNMe 


358  C23H38OSi  16729-17-2 

Silane,  [ [3,7-dimethyl-9-(2,6,6-trimethyl-l-cyclohexen-l-yl)- 
2 ,4,6, 8-nonatetraenyl] oxy] trimethyl-,  all-(E)- 

Me 


CH  = CHCMe  = CHCH  = CHCMe  = CHCH2 OS i Me3 


Me 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


358 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2807 


100 

80 

60 

40 

20 

0 

100 

80 

60 

40 

20 

0 


358  C^HssOSi  16729-20-7 

Silane,  [[3,7-dimethyl-9-(2,6,6-trimethyl-2-cyclohexen-l-ylid= 
ene)-3,5,7-nonatrienyl]oxy]trimethyl- 

Me 

CHCH  = CMe  CH : CHCH  = CMe  CH2  CH2  OS  i Me  3 

Me 
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358  C24H38O2  40013-89-6 

9,10-Secochola-5,7,10(19)-triene-3,24-diol,  (3/3,5Z,7£)- 


358  C24H38O2  42921-48-2 

Chol-9(ll)-en-12-one,  3-hvdroxy-,  (3a, 50)- 

Me 
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Conanin-3-amine,  TV, TV-dimethyl-,  (3/3, 5a)- 

Me 
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358  C24H42N2  22953-27-1 

Pregn-5-ene-3, 20-diamine,  N3,A^,A/2°-trimethyl-,  (3/3,20 S)- 


358  C25H42O 

26,27-Dinor-5/3-cholestan-24-one 


14949-16-7 


358  . C24H42N2  27769-13-7  358  OQ_  , C/®H402°  _ 

Pregn-5-ene-3, 20-diamine,  N3,N20,N2°- trimethyl-,  (3/3, 20S)-  Cholan  16  one,  23  methyl  , (5a,20£) 


56143-17-0 
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Ether,  heptyl  trityl 

Me  ( CH2  ) 6 OCPh  3 
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358  C26H46 

Benzene,  (1-hexyltetradecyl)- 

2398-64-3 

358 

Benzene,  eicosyl- 

C26H46 

Me  ( CH2  ) 1 2 CHPh  ( CH2  ) 5 Me 

Ph ( CH2 ) 1 9 Me 

2398-68-7 
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358  C26H46  2398-65-4 

Benzene,  (1-octyldodecyl)- 

Me  ( CH2  ) 1 0 CHPh  ( CH2  ) 7 Me 


358  C26H46 

Benzene,  (1-ethyloctadecyl)- 

PhCHEl  ( CH2  )1  6 Me 


2400-02-4 


358  C26H46  2398-66-5 

Benzene,  (1-methylnonadecyl)- 

PhCHMe  ( CHj  )i  7 Me 


358  C26H46  2400-03-5 

Benzene,  (1-propylheptadecyl)- 

PhCHPr  ( 0:2  )i  5 Me 


; 
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1 J - 
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358  C26H46 

Benzene,  (1-butylhexadecyl)- 


2400-04-6 


358  C26H46 

Benzene,  1,3-didecyl- 


55191-38-3 


Me  ( CH2  ) 1 4 CHPh  ( CH2  ) 3 Me 


358  C26H46  2655-95-0 

Benzene,  1,4-didecyl- 

( CH2  ) 9 Me 


Me ( CH2 ) 9 


358  C26H46 

Benzene,  l-(l-heptyldodecyl)-4-methyl- 


( CH2  ) 6 Me 


CH( CH2 ) 1 0 Me 


55191-36-1 


Me  ( CH; 


,(  CH2  ) 9 Me 


358  C26H46  55191-39-4 

Benzene,  1 ,4-dimethyl-2-octadecyl- 


Me 


Me 


358  C26H46 

Naphthacene,  octadecahydro-2-octyl- 


oxer 


( CH2 ) 7 Me 


55191-40-7 
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Pyrene,  1-decylhexadecahydro- 


55191-41-8 


( CH2  ) 9 Me 


358  C26H46 

Chrysene,  octadecahydro-6-octyl- 


56247-68-8 


( CH2  ) 7 Me 
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Benzene,  l,r,r\r"-(l,3-butadiene-l,2,3,4-tetrayl)tetrakis- 

PhCHrCPhCPh  =CHPh 
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358  C28H22  1450-63-1 

Benzene,  l,r,l",r"-(l,3-butadiene-l,4-diylidene)tetrakis- 

Ph  2 C : CHCH  = CPh2 
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359  CeHaCleNaS  3599-76-6 

1,3,5-Triazine,  2-(methylthio)-4,6-bis(trichloromethyl)- 

Cl  3C\^N5^SMfS 

CCI  3 
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20 
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359  C12H10INO4 

Naphthalene,  l-iodo-2,6-dimethoxy-5-nitro- 


25315-00-8 


359  Ci2H24F3N04Si2  52558-13-1 

L-Threonine,  AMtrifluoroacetyl)-O-(trimethylsilyl)-,  trimethylsilyl 
ester 


CHMeOS  i Me  3 
I 

Me3  S i OC(O)  CHNHCOCF  3 
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359  C15H21NO9  7721-32-6 

Xylopyranose,  5-acetamido-5-deoxy-,  1,2,3,4-tetraacetate,  D- 
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359  C17H14F5NO2  55334-05-9 

Benzeneethanamine,  3,4-dimethoxy-N-[(pentafluorophenyl)~ 
methylene]- 
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359  C17H29NO3S2  18794-20-2 

2-Pyridinol,  l-acetyl-3,6-bis(ter£-butylthio)-l,2,3,6-tetrahydro-, 
acetate  (ester) 
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359  C20H25NO5  2859-02-1 

Morphinan-6-one,  4,5-epoxy-14-hydroxy-3-methoxy-17-methyl-, 
cyclic  1,2-ethanediyl  acetal,  (5a)- 
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359  C20H25NO5  40135-50-0 

Hasubanan-9-ol,  7,8-didehydro-4,5-epoxy-3,6,6-trimethoxy- 
17-methyl-,  (5a, 9a,  13/3,14/3)— 


MeO  OMe 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


10  20 

30  40  50  60  70  80  90  100  110  120  130  140  150 

1 1 , , u, L 1 

160  170 

180  190  200  210  220  230  240  250  260  270  280  290  300 

Li . 

1 .1  ■■ 

359  C21H29NO4  33975-36-9 

lH-Isoindole-5-carboxylic  acid,  2,3-dihydro-l,3-dioxo-,  dodecyl 
ester 
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359  C22H17NS2  51324-18-6 

Benzenecarboximidothioic  acid,  N-(3-phenylbenzo[6]thien-2-yl)-, 
methyl  ester 


359  C22H21N3O2  56009-18-8 

l,2,4-Triazolidine-3,5-dione,  4-phenyl-l-(  1,2,3, 4-tetrahydro- 
9-(2-propenyl)-l,4-methanonaphthalen-9-yl)- 


359  C22H21N3S  53067-49-5 

l,3,4-Thiadiazol-2-amine,  2,3-dihydro-N,iV-dimethyl-2,3,5- 
triphenyl- 

Ph'~w/S\^Ph 
\\  / NMe2 

N-N 

\ 

Ph 


359  C22H22Be04  21264-49-3 

Beryllium,  bis(3-phenyl-2,4-pentanedionato)- 

Me  ' Me 


Me  Me 


359  C24H22CIN  42715-15-1 

3-Cyclohexen-l-amine,  6-(4-chlorophenyl)-2, 5-diphenyl-, 
(la,  2/3, 50,6/?)- 
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359  C24H22CIN  42715-16-2 

3-Cyclohexen-l-amine,  6-(4-chlorophenyl)-2, 5-diphenyl-, 
(la,  2a,  5a,  6/3)- 


Ph 
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359  C24H41NO  55400-11-8 

Pregnan-20-ol,  3-[(l-methylethylidene)amino]-,  (3/3)— 
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359  C24H41NO  55400-12-9 

Pregnan-18-ol,  20-[(l-methylethylidene)amino]- 

ch2oh 

CHMeN=CMe2 
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359  C24H41NO  55448-51-6 

Pregnan-3-ol,  20-[(l-methylethylidene)amino]-,  (3/3)- 


CHMe  N : CMe2 
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359  C24H41NO 

Pyrrolidine,  l-(l-oxo-8,ll,14-eicosatrienyl)- 


56600-10-3 


" 001  CH2  * 6 CH  ; CHCH2  CH  = CHCH2  CH  = CH(  CH2  ) 4 Me 
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359  C27H21N  55334-26-4 

1-Anthracenamine,  /V-methyl-9,10-diphenyl- 


Ph  NHMe 


Ph 


360  C4H10C02N4O4S2  21475-98-9 

Cobalt,  bis(M-ethanethiolato)tetranitrosyldi- 

NEO+ 


360  CioH803W  12128-81-3 

Tungsten,  tricarbonyl[(l,2,3,4,5,6-7j)-l,3,5-cycloheptatriene]- 
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Thianthrene,  octafluoro- 
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360  Ci2HsFe206  12307-54-9 

Iron,  hexacarbonyl(2,3,4-hexatriene)di- 


Fe2(CO)6(MeCH=C=C=CHMe) 


360  C13H4N4O9  746-53-2 

9/f-Fluoren-9-one,  2,4,5,7-tetranitro- 


O2  N NO2 


360  C13H16N2S5  57274-43-8 

2,4,6,8,9-Pentathiatricyclo[3.3.1.13'7]decane-l,5-dipropanenitrile, 
3,7-dimethyl- 


Me 


CH2CH2CN 


360  C14H7CI3O5  20716-96-5 

9H-Xanthen-9-one,  2,4,7-trichloro-l,3,6-trihydroxy-8-methyl- 
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360  Ci4Hi6N804  25030-10-8 

Adenosine,  5'-azido-5'-deoxy-Ar-formyl-2',3'-0-(l-methyl= 
ethylidene)- 


L JL.N> 


360  Ci5H25ClN204Si  55836-74-3 

2,4,6(l//,3H,5/f)-Pyrimidinetrione,  5-[3-chloro-2-[(trimethyl= 
silyl)oxy]propyl]-l,3-dimethyl-5-(2-propenyl)- 
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CH2C1 
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CH2  CHOSi  Me 3 
CH2CH  = CH2 
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360  Ci5H2oOio  32469-24-2 

Cyclohexanecarboxylic  acid,  l,3,4,5-tetrakis(acetyloxy)-,  (la,= 

3a,4a,5d)-(-)“ 

OAc 
C02H 
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360  CnH36Sn 

Stannane,  dibutylcyclohexyl(l-methylethyl)- 

( CH2 ) 3 Me 

Sn  ( P r - i ) ( CH2  ) 3 Me 
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360  Ci8H20N2O6  41172-51-4 

Phenol,  4,4'-(l,2-diethyl-l,2-ethanediyl)bis[2-nitro- 
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360  C20H24O6  510-50-9 

Gibb-3-ene-l,10-dicarboxylic  acid,  2,4a,7-trihydroxy-l- 
methyl-8-methylene-,  l,4a-lactone,  10-methyl  ester,  (la, 2/3,= 
4aa,4b/3,10/3)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


360  C20H24O6  14187-32-7 

Dibenzo[5,fe][l,4,7,10,13,16]hexaoxacyclooctadecin,  6,7,9,10,17,= 
18,20,21-octahydro- 


360  C20H24O6  18524-58-8 

4aa,4b/3-Gibb-2-ene-la,10/3-dicarboxylic  acid,  4a,7-dihydroxy- 
l-(hydroxymethyl)-8-methylene-,  l,4a-lactone,  methyl  ester 


110  120  130  140 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


360  C20H24O6  22882-57-1 

Gibbane-l,10-dicarboxylic  acid,  2,3-epoxy-4a,7-dihydroxy-l- 
methyl-8-methylene-,  l,4a-lactone,  10-methyl  ester,  (la, 2/3,= 
3/3, 4aa,4ba,  10/3)- 
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360 


360  C21H28O5  53-06-5 

Pregn-4-ene-3,ll,20-trione,  17,21-dihydroxy- 


360  C21H28O5  121-20-0 

Cyclopropanecarboxylic  acid,  3-(3-methoxy-2-methyl-3-oxo- 

1- propenyl)-2, 2-dimethyl-,  3-(2-butenyl)-2-methyl-4-oxo- 

2- cyclopenten-l-yl  ester 


CH  : CMe  C(  0)  OMe 


Me  CH2CH--CHMe 
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360  C21H28O5  16396-79-5 

14/3-Pregnane-3,12,15,20-tetrone,  14-hydroxy- 

Me 


360  C21H28O5  22485-51-4 

5-Isobenzofurancarboxylic  acid,  l,3-dihydro-l,3-dioxo-,  dodecyl 
ester 


360  C22H20N2OS  42141-07-1 

1,3,4-Thiadiazole,  2-ethoxy-2,3-dihydro-2,3,5-triphenyl- 


Ph 


N-N 

\ 

Ph 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


360 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2821 


360  C22H32O4  18367-54-9 

Estr-5(10)-en-3-one,  lT-(acetyloxy)-,  cyclic  1,2-ethanediyl  acetal, 
(17/3)- 


Me 
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360  _ C22H32O4  21528-89-2 

Estr-5-en-3-one,  17/3-hydroxy-,  cyclic  ethylene  acetal,  acetate 
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4aa,4b3_Gibbane-l«,103_dicarboxylic  acid,  l,4a-dimethyl-8- 
methylene-,  dimethyl  ester 


360  C22H32O4  24811-26-5 

Estr-4-en-3-one,  173-hydroxy-,  cyclic  ethylene  acetal,  acetate 
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360  C22H3602Si  3747-91-9 

Androst-5-en-17-one,  3-[(trimethylsilyl)oxy]-,  (3/3)- 

Me 


360  C22H3602Si  49774-91-6 

Androst-5-en-16-one,  3-[(trimethylsilyl)oxy]-,  (3/3)- 


360  C22H3602Si  57305-04-1 

Androst-9(ll)-en-17-one,  3-[(trimethylsilyl)oxy]-,  (3a, 5a)- 
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360  C22H37B03  30882-54-3 

Pregnane-3, 17, 20-triol,  cyclic  17,20-(methylboronate),  (3a, 5/3, 20 S)- 

Me 


360  C22H37B03  31012-66-5 

Pregnane-3, 17, 20-triol,  cyclic  17,20-(methylboronate),  (3a,20R)- 
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360  C23H28N4  5516-85-8 

Calycanthidine 


Me  Me 

1 1 
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Pregnan-20-one,  3-(acetyloxy)-,  (3a, 5/3)- 
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5a-Pregnan-20-one,  12/3-hydroxy-,  acetate 
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5a-Pregnane-12,20-dione,  cyclic  12-(ethylene  acetal) 
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5a-Pregnan-12-one,  20/3-hydroxy-,  acetate 
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360  C23H4oOSi  56771-61-0 

Silane,  trimethyl[[(17a)-19-norpregn-4-en-17-yl]oxy]- 
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Androstan-3-one,  17-(acetyloxy)-2, 4-dimethyl-,  {2a, 4a, 5a,  17/3)— 
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360  C24H28N2O  22914-91-6 

Spiro[cyclohexane-l,3'-[3//]indole]-2'-carboxy-3",5"-xylidide, 
4',6'-dimethyl- 


360  C23H4oOSi  56771-60-9 

Silane,  trimethyl[[(5/3,17/3)-17-methylandrost-3-en-17-yl]oxy]- 
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360  C24H28N2O  55334-04-8 

2-Cyclohexene-l-acetamide,  3V-(2,6-dimethylphenyl)-a-[(2,6- 
dimethylphenyl)imino]- 


Me  Me 

CCONH 

Me  Me 
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Benzenemethanol,  2,4,6-tris(2,2-dimethylpropyl)-,  acetate 
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2/f-Pyran,  2-[[(3/3,5a)-androstan-3-yl]oxy]tetrahydro- 
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360  C24H40O2  55162-81-7 

2H-Pyran,  2-[[(5a,17d)-androstan-17-yl]oxy]tetrahydro- 
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360  C24H44N2  15112-47-7 

Pregnane-3, 20-diamine,  N3,N3,N20- trimethyl-,  (3/3,5a,20S)- 

Me 


360  C25H28O2  38761-80-7 

Bicyclo[2.2.1]heptan-2-ol,  3-(diphenylmethylene)-l, 7, 7-trimethyl-, 
acetate,  exo- 


Me 

OAc 

CPh2 
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360  • C25H28S  20705-43-5 

Sulfide,  hexyl  trityl 

Me  ( CH2 ) 5 SCPh  3 


360  C26H20N2  983-79-9 

Methanone,  diphenyl-,  (diphenylmethylene)hydrazone 

Ph  2 C : NN  - CPh  2 


360  C26H48  55334-01-5 

Phenanthrene,  9-dodecyltetradecahydro- 
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360  C26H4S  55334-02-6 

Cyclohexane,  l,4-bis(4-cyclohexylbutyl)- 
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Phenanthrene,  2-dodecyltetradecahydro- 
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360  C26H48  55401-75-7 

Anthracene,  9-dodecyltetradecahydro- 
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361  C3F13NS2  52760-36-8 

Sulfur.  tetrafluoro(imidodisulfurous  difluoridato-.V) [1, 2,2,2- 
tetrafluoro-l-(trifluoromethyl)ethyl]-,  (OC-6-11)- 

cf3 

1 

F2S=NSF4CFCF3 


361  C3F13NS2  55780-26-2 

Sulfur,  tetrafluoro(  imidosulfurous  difluoridato-iV)  [ 1 ,2^2 ,2-tetra— 
fluoro-l-(trifluoromethyl)ethyl]- 

cf3 

1 

f2s=nsf4cfcf3 


361  C6H2CI7N3  30361-97-8 

s-Triazine,  2-(chloromethyl)-4,6-bis(trichloromethyl)- 


ci3c 


YY 


cm2ci 


CCl  3 
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361  C15H12N3OS.Br  18592-61-5 

Pyrido[2,3-d]thiazolo[3,2-5]pyridazin-4-ium,  2,3-dihydro-3- 
hydroxy-3-phenyl-,  bromide 


361  C15H23NO9  2595-39-3 

a-D-Glucopyranoside,  methyl  2-(acetylamino)-2-deoxy-,  3,4,6- 
triacetate 


AcNH 


361  C15H23NO9  17296-10-5 

a-D-Galactopyranoside,  methyl  2-(acetylamino)-2-deoxy-,  3,= 
4,6-triacetate 


NHAc 


361  C15H23NO9  17296-15-0 

Galactopyranose,  2-acetamido-2-deoxy-4-0-methyl-,  1,3,6- 
triacetate,  a-D- 


NHAc 
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361  C15H23NO9  17429-94-6 

Galactopyranose,  2-acetamido-2-deoxy-3-0-methyl-,  1,4,6- 
triacetate,  a-D- 


NHAc 


361  C15H23NO9  17429-95-7 

Galactopyranose,  2-acetamido-2-deoxy-6-0-methyl-,  1,3,4- 
triacetate,  a-D- 


NHAc 
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361  C16H15N3O5S  35076-81-4 

10//-Phenothiazine,  10-butyl-3,7-dinitro-,  5-oxide 


( CH2  ) 3 Me 
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361  CnHigNaOe  34279-95-3 

1,2,3-Propanetriol,  l-(l-phenyl-l//-l,2,3-triazol-4-yl)-,  triacetate 
(ester),  D-threo- 


OAc 

OAc 

CHCHCH2  OAc 
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361  C19H15N5O3  56666-64-9 

5(4H)-Isoxazolone,  4-[(4,5-dihydro-3-methyl-5-oxo-l-phenyl- 
lfl-pyrazol-4-yl)azo]-3-phenyl- 


Me  Ph 
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361  CaoHsiNOaSi  55334-03-7 

Benzeneacetic  acid,  a-[[(trimethylsilyl)oxy]methyl]-,  8- 
methyl-8-azabicyclo[3.2.1]oct-3-yl  ester,  endo-(±)~ 


OC(  0)  CHPh  CH2  OS  i Me3 


361  C23H39N02  40572-22-3 

Benzene,  1 ,3,5-tris(2,2-dimethylpropyl)-2,4-dimethyl-6-nitro- 

Me 


CH2  CMe3 


361  C24H43NO  56600-06-7 

Pyrrolidine,  l-[l-oxo-8-[2-[(2-pentylcyclopropyl)methyl]  = 
cyclopropyl]  octyl]  - 


361  C24H43NO  56666-44-5 

Pyrrolidine,  l-(l-oxo-ll,14-eicosadienyl)- 

- CO(  CH2  ) 9 CH  = CHCH2  CH  : CH(  CH2  ) < Me 


361  C25Hi9N3  32366-27-1 

1 , 1' -Biphenyl,  2-(azidodiphenylmethyl)- 

CPh  2 N3 


Ph 
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362  CsClOsRe  14099-01-5 

Rhenium,  pentacarbonylchloro-,  (OC-6-22)- 


c = o 


ci  - 
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362  C5HBr302S  16694-22-7 

3-Thiophenecarboxylic  acid,  2,4,5-tribromo- 


Br 


Br 
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362  C8Hi2l2  10364-05-3 

Bicyclo[2.2.2]octane,  1,4-diiodo- 


i 
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362  CioHi804Se2  1599-27-5 

Butyric  acid,  3,3'-diselenobis[3-methyl- 

HO2  CCH2  CMe2  Se  Se CMe  2 CH2  CO2  H 


362  CioHi804Se2  18285-95-5 

Pentanoic  acid,  5,5'-diselenobis- 

H02  C(  CH2  ) 4 Se  Se  ( CH2  ) 4 CO2  H 
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362  C10H18O10S2  29709-43-1 

Xylopyranoside,  methyl,  3-acetate  2,4-dimethanesulfonate,  a- D- 


0S02Me 
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362  C12F10N2  2285-06-5 

Diazene,  bis(pentafluorophenyl)- 


F F 


F F 


362  Ci2H8C16  309-00-2 

l,4:5,8-Dimethanonaphthalene,  l^^^TOTO-hexachloro-l,^ 
4,4a,5,8,8a-hexahydro-,  (la,4a,4a/3,5a,8a,8aj3)- 
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362  C12H10N2.C12H8N2  4733-23-7 

Phenazine,  5,10-dihydro-,  compd.  with  phenazine  (1:1) 


362  C13F10O  853-39-4 

Methanone,  bis(pentafluorophenyl)- 

F F 


F F 
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362  CuHieClOsPS  56-72-4 

Phosphorothioic  acid,  0-(3-chloro-4-methyl-2-oxo-2H-l- 
benzopyran-7-yl)  0,0-diethyl  ester 


EtOPO 

II 
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362  CuH3oOoSi3  55590-97-1 

2-Pentenedioic  acid,  2-[(trimethylsilyl)oxy]-,  bis(trimethylsilyl)  ester 

OS  i Me  3 

Me3  Si  OC(  O)  CH2CH  = CC(  0)  OS i Me 3 
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362  CuH3iB06Si2  54400-88-3 

a-D-Galactopyranoside,  methyl  2,3-bis-0-(trimethylsilyl)-,  cyclic 
methylboronate 
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Me— B o 
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a-D-Galactopyranoside,  methyl  2,6-bis-0-(trimethylsilyl)-,  cyclic 
methylboronate 
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362  CuH3iB06Si2  54400-90-7 

a-D-Glucopyranoside,  methyl  2,3-bis-0-(trimethylsilyl)-,  cyclic 
methylboronate 
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>3  N — ( OMe 


310  320  330  340  850  360  370  880  390  400  410  420  430  440  450 


2834 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


362 


362  CuHsiBOeSh  56211-06-4 

/3-D-Galactopyranoside,  methyl  2,6-bis-0-(trimethylsilyl)-,  cyclic 
methylboronate 


362  CuHsiBOeSh  56211-08-6 

/3-D-Galactopyranoside,  methyl  2,3-bis-0-(trimethylsilyl)-,  cyclic 
methylboronate 
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/3-D-Glucopyranoside,  methyl  2,3-bis-0-(trimethylsilyl)-,  cyclic  L-Glutamine,  tris(trimethylsilyl)  deriv. 

methylboronate 


OTMS 
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a-D-Glucopyranoside,  methyl,  tetraacetate 
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Ribitol,  pentaacetate 
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a-D-Mannopyranoside,  methyl,  tetraacetate 
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/J-D-Mannopyranoside,  methyl,  tetraacetate 


362  C15H22O10  26674-23-7 

Arabinitol,  pentaacetate 

OAc 

AcO  | OAc 

Ac  0CH2  CHCHCHCH2  OAc 


362  Ci5H38N202Si3  24595-69-5 

Lysine,  N2,N&-bis(trimethylsilyl)-,  trimethylsilyl  ester,  L- 
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362  Ci5H38N202Si3  25737-19-3 

L-LYSINE,  tris(trimethylsilyl)  deriv.,  L- 
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362  C16H26O9  35439-63-5 

D-Mannose,  2,5-anhydro-,  diethyl  acetal,  triacetate 


AcOCH2 
lAcOJ 


CH(OEt)2 


H02CCH(NH2)(CH2)4NH2  +3  SiMe3 


362  C16H22N6O4 

L-Prolinamide,  5-oxo-L-prolyl-L-histidyl- 


H 


CH2 


CONH2 


24305-27-9 


362  CisHisClOe  489-30-5 

ll/f-Dibenzo[6,c]  [l,4]dioxepin-7-carboxaldehyde,  2-chloro-6- 
hydroxy-3-methoxy-l  ,4,8-trimethyl-l  1-oxo- 


HO  Me 


362  C18H18O4S2  30962-29-9 

Benzo[2, 1-5:3, 4-5']dithiophene-4,5-dicarboxylic  acid,  2, 3,6,7- 
tetramethyl-,  dimethyl  ester 
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362  Ci8H3oN202Si2  55334-06-0 

4,6(l//,5H)-Pyrimidinedione,  5-ethyldihydro-5-phenyl-l,3-bis= 
(trimethylsilyl)- 


o 


i 

S i Me  3 


362  Ci8H3oN202Si2  56145-10-9 

lff-Indol-5-ol,  l-acetyl-3-(2-aminoethyl)-,  bis(trimethylsilyl)  deriv. 


362  CisHasBrCh  57289-62-0 

Heptadecanoic  acid,  7-bromo-,  methyl  ester 

Me  ( CH2  ) 9 CHBr  ( CH2  ) 5 C(  0)  OMe 
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362  Ci9H23Br02  51262-23-8 

Estra-l,3,5(10)-trien-17-one,  16-bromo-3-methoxy- 


362  C2oHi4N203S  ^ 7668-32-8 

Benzophenone,  0-l,2-benzisothiazol-3-yloxime  S,S-dioxide 
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362  C20H14N2O3S  21387-30-4 

Benzamide,  N-l,2-benzisothiazol-3-yl-/V-phenyl-,  S,S-dioxide 


NPhCOPh 


362  C20H17F3O3  56588-12-6 

Estra-l,3,5,7,9-pentaen-17-one,  3-[(trifluoroacetyl)oxy]- 


Me 
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362  C20H26O6  4747-53-9 

Gibbane-l,10-dicarboxylic  acid,  2,4a,7-trihydroxy-l-methyl-8- 
methylene-,  l,4a-lactone,  10-methyl  ester,  (la,2/3,4aa,4b/3,10/3)- 


362  C20H26O6  18676-42-1 

4aa,4b/3-Gibbane-la,10/3-dicarboxylic  acid,  2d,4a,4a-trihydr= 
oxy-l-methyl-8-methylene-,  l,4a-lactone,  methyl  ester 


C(  0)  OMe 


H2C 


362  C20H27O4P  115-88-8 

Phosphoric  acid,  octyl  diphenyl  ester 

OPh 

1 

Me  ( CH2  ) 7 OP  OPh 
0 


362 
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362  C21H27FO4  802-71-1 

Pregna-4,16-diene-3,20-dione,  9-fluoro-lld,21-dihydroxy- 
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362  C21H30O5  50-23-7 

Pregr>-4-ene-3,20-dione,  11,17,21-trihydroxy-,  (11/3)- 


362  C21H30O5  471-70-5 

1-Phenanthrenecarboxylic  acid,  7-(carboxymethylene)tetrade= 
cahydro-l,4a,8-trimethyl-9-oxo-,  1-methyl  ester,  [lS-(la,= 
4aa,4bj3,8/3,8aa,10a/3)]- 
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362  C21H30O5  25522-96-7 

2-Cyclopenten-l-one,  3,4-dihydroxy-5-(3-methyl-2-butenyl)- 
2-(3-methyl-l-oxobutyl)-4-(4-methyl-l-oxo-3-pentenyl)- 

CH2  CH  - CMe  2 


’Vy 


Me2  CHCH2  CO  OH 


COCH2  CH i CM82 
OH 
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362  C21H30O5  26472-41-3 

2,4-Cyclohexadien-l-one,  3,5,6-trihydroxy-4,6-bis(3-methyl- 
2-butenyl)-2-(3-methyl-l-oxobutyl)-,  (R)- 


Me  2 CHCH2  CO 


CH2  CH  •-  CMe  2 
OH 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 
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362  C21H30O5  26535-39-7 

2.77, 6.ff-Benzo[l, 2-6:5, 4-6']dipyran-10-propionic  acid,  3, 4,7,8- 
tetrahydro-5-methoxy-2,2,8,8-tetramethyl-,  methyl  ester 


CH2CH2C(  0)  OMe 


OMe 


362  C21H30O5  31319-12-7 

l-Oxaspiro[4.4]non-8-ene-4,7-dione,  9-hydroxy-6-(3-methyl- 
2-butenyl)-2-(l-methylethyl)-8-(3-methyl-l-oxobutyl)- 
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362  C21H30O5  57195-47-8 

2-Cyclopenten-l-one,  3,4-dihydroxy-5-(3-methyl-2-butenyl)- 
2-(3-methyl-l-oxobutyl)-4-(4-methyl-l-oxo-2-pentenyl)- 


CH2CH  = CMe2 


COCH  = CHCHMe2 
OH 


Me2  CHCH2  CO 
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362  C22H34O4  1757-85-3 

1-Naphthalenecarboxylic  acid,  decahydro-5-(5-methoxy-3- 
methyl-5-oxo-3-pentenyl)-l,4a-dimethyl-6-methylene-,  methyl 
ester,  [lS-[la,4aa,5a(E),8a/3]]- 


,.1.1.', 1 .ijii.  ■ il.i-.  , -ill,.  1 

10  20  30  40  50  60  70  80  90  100  110 

120  130  140  150 

L , 1 

jl 

_ik ... 

160  170  180  190  200  210  220  230  240  250  260 

270  280  290  300 

* l L 1 

1 - - *i'  i""  1 r 1 1 1 1 i-  ■ 1 1 1 r- 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


362 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2841 


362  C22H34O4  41756-17-6 

4(l/f)-Phenanthrenone,  3-(acetyloxy)-2-ethenyldodecahydro- 
10a-hydroxy-2,4b,8,8-tetramethyl-,  [2S-(2a,3jMaa,4b/3,8aa,~ 
10aj6)]- 


OAc 
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362  C22H34O4  54699-32-0 

1,4-Benzenedicarboxylic  acid,  dodecyl  ethyl  ester 

C(0)0(  CH2  ) 1 1 Me 

EtOC(O) 
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362  C22H34O4  56630-70-7 

Dodecanoic  acid,  2-phenyl-l,3-dioxan-5-yl  ester 

OC(O)  ( CH2  ) 1 0 Me 


362  C22H34O4  56630-87-6 

Pregnan-20-one,  5,6-epoxy-3,17-dihydroxy-16-methyl-,  (3/3, - 
5a,6a,16a)- 
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362  C22H3802Si 

5/3-Androstan-17-one,  3a-(trimethylsiloxy)- 


Me 


4867-14-5 
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20 
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362  C22H3802Si 

5a-Androstan-17-one,  3a-(trimethylsiloxy)- 


7337-91-9 


362  C22H3802Si 

5(8-Androstan-17-one,  3/3-(trimethylsiloxy)- 


10426-96-7 
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362  C22H38C>2Si 

5a-Androstan-17-one,  3d-(trimethylsiloxy)- 


10426-95-6 


362  C23H38O3  55334-07-1 

Pregnan-20-one,  3,5-dihydroxy-6,16-dimethyl-,  (3d, 5a, 6/?,  16a)- 
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362  C23H38O3  57156-80-6 

Pregnan-20-one,  3-(methoxymethoxy)-,  (38,5a)- 


362  C24H18N4  1174-10-3 

Diazene,  l,r-[l,l’-biphenyl]-4,4-divlbis[2-phenyl- 


362  C24H42O2  32726-81-1 

Cholane-3,12-diol,  (3a, 58, 12a)- 


, .1,1, 1I1.  ,-i.ll 
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362  C26H18O2  53486-89-8 

Benzo[6]benzo[3,4]cyclobuta[l,2-e][l,4]dioxin,  4b,10a-dihydro- 
4b,  lOa-diphenyl- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


362  C26H50  2307-06-4 

Spiro[4.5] decane,  7-hexadecyl- 


Me  ( CH2 ) 1 5 
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362  C26H50  34291-68-4 

13-Hexacosyne 

Me(  CH2 )i  1 C:C(CH2 ) 1 1 Me 


362  C26H50  34291-69-5 


11-Hexacosyne 

Me  ( CH2  ) 9 C : C(  CH2  ) 1 3 Me 
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362  C26H50  55334-08-2 

Cyclohexane,  l,l'-tetradecylidenebis- 


( CH2 ) 1 2 Me 
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362  C26H50  55334-09-3 

Cyclohexane,  l,l'-dodecylidenebis[4-methyl- 


( CH2 ) 1 0 Me 


362  C26H50 

Pentalene,  octahydro-2-(  1-methylheptadecyl)- 


CHMe  ( CH2  ) 1 5 Me 


55334-10-6 


362  C26H50  55334-11-7 

1,1 '-Bicyclopentyl,  2-hexadecyl- 

QO 

( CH2 ) 1 5 Me 
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362  C26H50  55401-65-5 

Pentalene,  octahydro-l-(2-octyldecyl)- 

( CH2 ) 7 Me 

CH2  CH(  CH2  ) 7 Me 
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362  C26H50  55401-76-8 

Cyclopentane,  1 ,l'-hexadecylidenebis- 

( CH2  ) 1 4 Me 

— o 


363  CeHioCbOPt  12012-94-1 

Platinum,  dichloroIUd'^^’-T/j-S^'-oxybistpropene]]- 


363  CioH4Br2ClN02  55976-00-6 

Benzoic  acid,  4-chloro-,  2,2-dibromo-l-cyanoethenyl  ester 
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363  C12H5N5O9  24050-28-0 

10//-Phenoxazine,  1,3,7,9-tetranitro- 


02  N NO2 
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363  C14H21NO10  25217-95-2 

a-D-Mannopyranoside,  methyl,  2,4,6-triacetate  3-carbamate 


C(0)NH2 


363  C14H23N3O3PV  33269-49-7 

Vanadium,  tricar  bonyl(r?5-2, 4-cyclopen  tadien-l-yl)(hexa  = 
methylphosphorous  triamide-P)- 
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363  Ci4H33N04Si3  15985-07-6 

Glutamic  acid,  N-(trimethylsilyl)-,  bis(trimethylsilyl)  ester,  L- 

NHSi Me3 
I 

Me3 S i OC(  O)  CH2CH2CHC(  0)  OSi  Me3 
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363  C15H10N3S.CIO4  18592-54-6 

Pyrido[3,2-d]thiazolo[3,2-6]pyridazin-4-ium,  3-phenyl-,  perchlorate 


363  C15H10N3S.CIO4  18592-55-7 

Pyrido[2,3-d]thiazolo[3,2-b]pyridazin-4-ium,  3-phenyl-,  perchlorate 


363  C16H5N5O6  1172-02-7 

Propanedim'trile,  (2,4,7-trinitro-9H-fluoren-9-ylidene)- 


C( CN) 2 


NO2 
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363  C19H13N3O5  17188-67-9 

Benzophenone,  0-(2,4-dinitrophenyl)oxime 


363  C2iH17N03S  23145-74-6 

1 1-Morphanthridinone,  5,6-dihydro-5-(p-tolylsulfonyl)- 

Me 


0 


363  C21H17NO3S  24127-35-3 

7H-Dibenz[6,d]azepin-7-one,  5,6-dihydro-5-(p-tolylsulfonyl)- 


363  C21H21N3O3  38940-73-7 

67/-Pyrido[4",3":4',5']azepino[l',2':l,2]pyrido[3,4-5]indole-l- 
carboxylic  acid,  5,8,9,14,14a,15-hexahydro-5-hydroxy-,  methyl 
ester 


363  C24H29NO2 

Morphinan,  3-methoxy-17-methyl-4-phenoxy- 


47523-05-7 
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363  C24H29NO2  51624-50-1 

l/f-Dicyclohept[e,g]isoindole-l,3(2/f)-dione,  3a, 3b, 4, 5, 6, 7, 8, 9,= 
10,ll,12,13,13a,13b-tetradecahydro-2-phenyl-,  (3aa,3ba,= 
13aa,13ba)- 


363  C24H45NO  56650-77-2 

Pyrrolidine,  l-(l-oxo-l  1-eicosenyl)- 

- CO(  CH2  ) 9 CH  = CH  ( CH2  ) 7 Me 
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363  C24H45NO  56630-43-4 

1//-Azepine,  hexahydro-l-(l-oxo-9-octadecenyl)- 
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\ C0(  CH2  ) 7 CH  = CH  ( CH2  ) 7 Me 


364  C6HioCl2Pd2 

Palladium,  di-/u-chlorobis(r?3-2-propenyl)di- 


12012-95-2 
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364  C9Fe209  15321-51-4 

Iron,  tri-^-carbonylhexacarbonyldi-,  (Fe-Fe) 
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364  C13H2F10O  38795-53-8 

Benzene,  pentafluoro[ (pentafluorophenoxy)methyl]- 


F F 


F F 


364  C13H11F3N2O7  40732-62-5 

Acetic  acid,  trifluoro-,  [3-(acetyloxy)-2,3,3a,9a-tetrahydro-6- 
oxo-6//-furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-2-yl] methyl  ester, 
[2fl-(2a,3d,3a/3,9ad)]- 


OAc 
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364  CiaHgBrN^  34158-85-5 

Benzaldehyde,  2-bromo-,  (2,4-dinitrophenyl)hydrazone 
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364  C13H11F3N2O7  40732-63-6 

Acetic  acid,  trifluoro-,  2-[(acetyloxy)methyl]-2,3,3a,9a-tetra= 
hydro-6-oxa-6/f-furo[2,,3,:4,5]oxazolo[3,2-a]pyrimidin-3-yl  ester, 
[2/?-(2a,3/3,3a/J,9a/3)]- 


AcOCHj  r / 


0C(0)CF, 
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364  C16H24N6O4 

L-V alinamide,  5-oxo-L-prolyl-L-histidyl- 


CHMe2 
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CONHCHCONH2 
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CONHCHCH2 
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364  C16H24N6O4 

L-Norvalinamide,  5-oxo-L-prolyl-L-histidyl- 


CONHCHP  r CONH2 


■o 

* — NH 


37666-91-4 
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364  Ci7Hi2F4FeO  55334-25-3 

Ferrocene,  (2,3,5,6-tetrafluoro-4-methoxyphenyl)- 
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364  C17H18F2N4O3  51306-41-3 

D-erylhro-Pentos-2-ulose,  bis [ (2-fluorophenyl)hydrazone] 

CH(0H)CH(0H)CH2  0H 

aNHN  : CCH  = NNH 

F 


364  C20H12O7  20982-42-7 

5,12-Naphthacenedione,  8-acetyl-l,6,10,ll-tetrahydroxy- 


364 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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364  C20H20N4O3  55649-78-0 

Acetic  acid,  [[5-(l,2-dihydroxyethyl)-l-phenvl-lf/-pyrazol-3- 
yl]methylene]phenylhydrazide 

Ph'-Iy^^--CH:NN(  Ac ) Ph 
HOCH2CH(OH) 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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364  C20H28O6  33975-28-9 

1,2,4-Benzenetricarboxylic  acid,  1,2-dimethyl  nonyl  ester 


MeOC(  0)  C(  0)  0(  CH2  ) 8 Me 
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364  C20H28O2S2  16265-89-7 

l,4-Ethanonaphthalene-6,9(4H)-dione,  l,4a,5,8a-tetrahydro- 
4,5,7,10-tetramethyl-5,10-bis[(methylthio)methyl]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


364  C20H28O6  21652-83-5 

4aa,4b/3-Gibbane-la,10/3-dicarboxylic  acid,  2d,4a,8-trihydroxy- 
1, 8-dimethyl-,  l,4a-lactone,  methyl  ester 


I I 

A-, , 

l, — L-4 — , — , — , — , — 7 — 
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364  C20H32N2O4  28417-03-0 

Valine,  AHN-U-adamantylcarbonyll-L-alanyl]-,  methyl  ester,  L- 

Ms2  CH 
I 

MeOC( 0) CHNHCOCHMe  NHCO 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


364 


364  C21H20N2O4  30809-25-7 

Talbotine,  3,4,5,6-tetradehydro- 


364  C21H32OS2  54498-87-2 

Androstane-2,ll-dione,  cyclic  2-(l,2-ethanediyl  mercaptole),  (5a)- 


O Me 


364  C21H32O5  16827-07-9 

2-Cyclopenten-l-one,  3,4-dihydroxy-4-(l-hydroxy-4-methyl- 
3-pentenyl)-5-(3-methyl-2-butenyl)-2-(3-methyl-l-oxobutyl)- 


CH2CH  = CM6  2 


Me2  CHCH2  CO  OH 


CH( OH) CH2CH=CMe2 
OH 
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364  C21H32O5  16827-08-0 

2-Cyclopenten-l-one,  3,4-dihydroxy-4-(l-hydroxy-4-methyl- 
3-pentenyl)-5-(3-methyl-2-butenyl)-2-(3-methyl-l-oxobutyl)- 


CH2CH:CMe2 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


364  C21H32O5  16892-01-6 

2-Cyclopenten-l-one,  3,4-dihydroxy-4-(l-hydroxy-4-methyl- 
3-pentenyl)-5-(3-methyl-2-butenyl)-2-(3-methyl-l-oxobutyl)- 


CH2  CH  = CMe2 


364 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2853 


364  C21H32O5  16892-02-7 

2-Cyclopenten-l-one,  3,4-dihydroxy-4-(l-hydroxy-4-methyl- 
3-pentenyl)-5-(3-methyl-2-butenyl)-2-(3-methyl-l-oxobutyl)- 


CH(  OH ) CH2  CH : CMe2 
OH 


Me2  CHCH2  CO  OH 
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364  C21H32O5  41853-32-1 

Androstan-17-one,  3-(acetyloxy)-5, 14-dihydroxy-,  (3/3, 5a, 14/3)- 
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364  C22H24N2O3 

16,19-Secostrychnidine-10,16-dione,  19-methyl- 


5525-31-5 
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364  C22H24N2O3  18391-97-4 

Spiro[cyclohexane-l,3'-[3/f]indole]-2’-carbox-p-anisidide,  5’- 
methoxy- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


364  C22H24N2O3  55282-06-9 

Spiro  [cyclohexane-1, 3'-[3H]indole]-2'-carboxamide,  6'-meth= 
oxy-7V-(3-methoxyphenyl)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


364 


364  C22H36O4  13346-06-0 

1-Naphthalenepentanoic  acid,  decahydro-5-(methoxycarbo= 
nyl)-d,5,8a-trimethyl-2-methylene-,  methyl  ester,  [lS-[la= 
(S*),4ad,5d,8aa]]- 


MeOC(O)  Me 


Me OC(  0)  CH2  CHMe CH2  CH2 
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364  C22H36O4  41756-15-4 

3,4,10a(l/f)-Phenanthrenetriol,  2-ethenyldodecahydro-2,4b,8,= 
8-tetramethyl-,  3-acetate,  [2S-(2a,3/3,4a,4aa,4b/3,8aa,10ad)]- 
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364  C22H36O4  13902-83-5 

5|8,9dH,10a-Labd-8(20)-ene-15,19-dioic  acid,  dimethyl  ester 


MeOC(O)  Me 


H2C 


MeOC(  0)  CH2  CHMe CH2  CH2 
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364  C22H36O4  41756-22-3 

3,4,10a(l7f)-Phenanthrenetriol,  2-ethenyldodecahydro-2,4b,8,= 
8-tetramethyl-,  4-acetate,  [2S-(2a,3d,4a,4aa,4b/3,8aa,10ad)]- 


364 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2855 


364  C23H28N2O2  55823-01-3 

Acetaldehyde,  [[[5-(2,6-dimethylphenyl)-l-methvl-4-oxo-3- 
phenyl-3-piperidinyl]methyl]amino]- 


364  C23H28N2O2  56053-30-6 

2,20-Cycloaspidospermidine-3-methanol,  6,7-didehydro-l-methyl-, 
acetate  (ester),  (2a,3|d,5a,12f},19a,20/?)- 
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364  C26H20O2 

1-Isobenzofuranol,  l,3-dihydro-l,3,3-triphenyl- 


1718-90-7 


364  C26H20O2  6318-17-8 

9,10-Anthracenediol,  9,10-dihydro-9,10-diphenyl- 
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364  C26H20O2  17714-77-1 

Benzenemethanol,  a,a-diphenyl-,  benzoate 

PhC(  0)  OCPh3 
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2856 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


364 


364  C26H20O2  40897-22-1 

l,2,7-Metheno-l/f-cyclopropa[6]naphthalene-l-carboxylic  acid, 
la, 2, 7, 7a-tetrahydro-la, 8-diphenyl-,  methyl  ester 


\P 


Ph 


364  C26H20O2  40897-24-3 

Benzo[a]cyclopropa[cd]pentalene-l-carboxylic  acid,  2a, 2b, 6b,  = 
6c-tetrahydro-2a,6c-diphenyl-,  methyl  ester 


MeOC(  0) 


364  C26H20O2  40897-25-4 

Benzo[a]cyclopropa[cd]pentalene-2a(2b/f)-carboxylic  acid,  60,= 
6c-dihydro-l,6c-diphenyl-,  methyl  ester 

Ph 


C(  0)  OMe 
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364  C26H52  4443-55-4 

Cyclohexane,  eicosyl- 

( CH2  ) 1 9 Me 


364  C26H52  4443-56-5 

Eicosane,  2-cyclohexyl- 

CHMe ( CH2 ) 1 7 Me 


364  C26H52  4443-57-6 

Eicosane,  3-cyclohexyl- 

CHEt ( CH2 ) 1 6 Me 


364 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2857 


364  C26H52 

Cyclohexane,  ( 1-propylheptadecyl)- 


CHPr ( CH2 ) 1 5 Me 


4443-58-7 


364  C26H52  4443-59-8 

Cyclohexane,  ( 1-butylhexadecyl)- 

( CH2 ) 3 Me 

I 

CH(  CH2  ) 14  Me 


364  C26H52  4443-60-1 

Cyclohexane,  (1-hexyltetradecyl)- 

( CH2 ) 5 Me 

I 

^\^CH(CH2  )i  2 Me 


364  C26H52  4443-61-2 

Eicosane,  9-cyclohexyl- 

(CH2  I 7 Me 
1 

^\^CH(CH2)ioMe 


364  C26H52 

Heneicosane,  11-cyclopentyl- 

(CH2)9Me 

^n^-CH(CH2  ) 9 Me 


6703-81-7 


160  170  ISO  190  200  210  220  230  2*0  250  260  270  280  290  300 


2858 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


364 


364  C26H52 

Heneicosane,  1-cyclopentyl- 

^/N^^(CH2)20Me 


6703-82-8 


364 

1-Hexacosene 


C26H52 


H2  C = CH  ( CH2  ) 2 3 Me 


18835-33-1 


— T — , -111,  -J, 

Li 

iLj 

iit iji 
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364  C26H52 

Cyclohexane,  1 ,4-dimethyl-2-octadecyl- 


( CH2  ) 1 7 Me 


55282-02-5 
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364  C26H52 

Cyclohexane,  1,3-didecyl- 

Me ( CH2 ) 9 _ ( CH2 ) 9 Me 


55334-19-5 
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364  C26H52 

Cyclohexane,  1,4-didecyl- 


55334-20-8 


Me ( CH2 ) 9 


( CH2  )9  Me 


364  C27H40 

Acenaphthylene,  1 ,2-dihydro-5-pentadecyl- 


( CH2  ) 1 4 Me 


55334-13-9 
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365  CioHsINOe  22621-46-1 

Salicylic  acid,  5-iodo-3-nitro-,  methyl  ester,  acetate  (ester) 


N02 


365  CiiH5Br2N5  37160-11-5 

1 ,3,6,9b-Tetraazaphenalene-4-carbonitrile,  7,9-dibromo-2-methyl- 

Me 


Br 


365  CuHgBrzNO  17014-39-0 

9(10/f)-Acridinone,  2,7-dibromo-10-methyl- 


o 


i 

Me 


365  CuHssNCUSia  56196-36-2 

Butanal,  2,3,4-tris[(trimethylsilyl)oxy]-,  O-methyloxime,  [R- 
(R*,R*)]~ 

OS  i Me  3 
OS i Me  3 
MeON  = CHCHCHCH2  OS i Me 3 
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365  Ci5H36N03PSi2  55108-75-3 

Phosphonic  acid,  [l-[(2,2-dimethylpropylidene)amino]butyl]-, 
bis(trimethylsilyl)  ester 


OSi  Mes 
i 

Me  3 CCH  = NCHP r P OS i Me  3 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


365 
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365  Ci5H36N03PSi2  55108-77-5 

Phosphonic  acid,  [l-[(2,2-dimethylpropylidene)amino]-2- 
methylpropyl]-,  bis(trimethylsilyl)  ester 


365  Ci8H23N02.BrH  58072-50-7 

8-Azaestra-l,3,5(10)-trien-17-one,  3-methoxy-,  hydrobromide, 
(9/3,14  d)~ 


CHM6  2 

OS  i Me  3 
I I 

Me3  CCH : NCHPOS i Me  3 
II 
O 


365  Ci8H23N02.BrH  57983-81-0 

8-Azaestra-l,3,5(10)-trien-17-one,  3-methoxy-,  hydrobromide 


MeO 
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u 

1 — , — J — w J. Ji u L 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


365  C2oH35N03Si  56784-18-0 

Nonanamide,  N-[ [3-methoxy-4-[(trimethylsilyl)oxy] phenyl]  = 
methyl]- 


Me0\^^N/CH2NHCO(CH2  )7Me 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


365  C2iHi9N03S  24310-34-7 

5/7-Dibenz[5,d]azepin-7-ol,  6, 7-dihydro- 5-(p-tolylsulfonyl)- 


365 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2861 
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365  C21H19NO3S  24310-48-3 

p-Toluenesulfonanilide,  N-phenacyl- 


365  C21H19NO5  19719-68-7 

2-Norbornen-7-ol,  7-(p-methoxyphenyl)-,  p-nitrobenzoate,  anti- 


OMe 


N02 


Me 


365  C21H19NO5  15358-01-7 

Noraporphin-7-one,  4,5,6,6a-tetradehydro-10-ethoxy-l,2,9- 
trimethoxy- 


365  C21H19NO5  27999-80-0 

2-Norbornen-7-ol,  7-(p-methoxyphenyl)-,  p-nitrobenzoate,  syn- 

OMe 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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EPA/NIH  MASS  SPECTRAL  DATA  BASE 


365 


365  C21H23N3OS  2622-26-6 

lO/f-Phenothiazine-2-carbonitrile,  10-[3-(4-hydroxy-l-piperi= 
dinyl)propyl]- 


OH 


; 

* 1 d 
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365  C21H35NO4  56771-68-7 

L-Tyrosine,  3-(l-methylethoxy)-N,0-bis(l-methylethyl)-,  1- 
methylethyl  ester 


CH2  CH ( NHP r - i ) C(  0)  OPr-i 


365  C22H23NO4  13997-19-8 

3-Quinolinecarboxylic  acid,  6-butyl-l,4-dihydro-4-oxo-7- 
(phenylmethoxy)-,  methyl  ester 

H 
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365  C22H23NO4  32523-69-6 

Dibenzo[/,/i]pyrrolo[l,2-5]isoquinoline-6,14-diol,  9,11,12,= 
13,13a,14-hexahydro-3,7-dimethoxy-,  ( 13aS-trans)- 


OMe 


OH 


365  C22H27N3O2  3270-02-8 

Ergoline-8-carboxamide,  l-acetyl-O.lO-didehydro-A^N-di0 
ethyl-6-methyl-,  (8/1)- 


^ Ac 


366 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2863 


365  C24H47NO  5831-78-7 

9-Octadecenamide,  N,N-bis(l-methylethyl)- 


365  C25H23N3  37707-65-6 

lH-Indole,  3,3'-[l-(4-pyridinyl)-l,2-ethanediyl]bis[2-methyl- 


( i -P  r ) 2 NCO(  CH2  ) 7 CH  = CH(  CH2  )7  Me 


365  C24H47NO  56630-40-1 

9-Octadecenamide,  N,A^-dipropyl- 

P r 2 NCO(  CH2  )7  CH  = CH(CH2  ) 7 Me 


365  C24H47NO  56630-63-8 

Pyrrolidine,  l-(3,7,ll,15-tetramethyl-l-oxohexadecyl)- 

" coch2  CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3 CHMe  ( CH2  ) 3CHMe2 


366  C7HF604Rh  18517-12-9 

Rhodium,  dicarbonyl(l,l,l,5,5,5-hexafluoro-2,4-pentanediona= 

to-0,0’)-,  (SP-4-2)- 


Y r 

cf3 


366  C12F10S  1043-50-1 

Benzene,  l,l'-thiobis[2, 3,4,5, 6-pentafluoro- 


F F 


F F 
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366  Ci3H17Ir  12154-82-4 

Iridium,  [(l,2,5,6-77)-l,5-cyclooctadiene][?75-2,4-cyclopentadien- 

i— yi]— 


100 -j — 

80- 
60  - 
40  - 
20  - 

0 ^ ^ 1 1 1 i 1 1 1 i 1 i 1-  i i i 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  Ci4H26Fe02Si3  56784-37-3 

Iron,  dicarbonyl(r?5-2,4-cyclopentadien-l-yl)  (heptamethyltrisilanyl)- 


OC  SiMogSiMsgSi  M63 


H 


366  C14H19CIO9  35816-31-0 

a-D-Glucopyranose,  6-deoxy-6-fluoro-,  tetraacetate 


OAc 


J 1 I , , , 11 J M-r h 

r— 

I!.,.  ,1 , J.i  ,1 1 1 1 , 

90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


366  Ci4H32Ga2N2  36351-56-1 

Gallium,  tetramethyldi-M-l-piperidinyldi- 

-HsC  CH3  - 


-H3C  CH3- 


366 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2865 


366  CisHzzNeOs 

L-Threoninamide,  5-oxo-L-prolyl-L-histidyl- 

CH(  OH)  Me 
CONHCHCONH2 


33217-48-0 


— CONHCHCH2  

\-NH 

— O 

NH 

0-J 

1|>. — i — i i i1 1 1-  — -r* 1 i r 1 — i 1 1 — 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

0 

80- 

40- 

20* 

|MJ  , 111, a.  ..  I 

1 i — lu).i  ji,  Ul  . -k  , , 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

10  20  30  *0  SO  60  70  80  90  100  110  120  130  HO  150 


310  320  330  340  3S0  360  370  380  390  *00  410  420  430  440  450 


366  CisH^OeSh  32388-38-8 

Glucopyranose,  2,3,4-tri-0-methyl-l,6-bis-0-(trimethylsilyl)-,  D- 


CHpOTMS 

CMe  V OTMS 
MeO  | 

OMe 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

•366  CioH-wOeSh  32388-39-9 

Glucopyranose,  2,3,6-tri-0-methyl-1.4-bis-0-(trimethylsilyl)-,  D- 


CH-OMe 


OMe  OTMS 


366  CisHwOeSh  52430-39-4 

a-D-Glucopyranoside,  methyl  3,4-di-0-methyl-2,6-bis-0- 
(trimethylsilyl)- 


CHjCTMS 

'O 

MeO  [ OMe 
OTMS 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


366  Ci6H3o04Se 

Octanoic  acid,  8,8'-selenodi- 

H02  C ( CH2  ) 7 Se  ( CH2  ) 7 C02  H 


22676-18-2 


310  320  330  340  350  360  370  300  390  400  410  420  430  440  *50 


10  20  30  40  50  60  70  80  90  100  1 10  120  130  140  150 


2866 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


366 


366  CnHnFsFe  55334-24-2 

Ferrocene,  [(pentafluorophenyl)methyl]- 


366  CisHigClOe  26881-59-4 

Spiro  [benzofuran-2  (3//),  1'- [2]  cyclohexene] -3, 4'-dione,  7- 
chloro^'^^-trimethoxy-S'^'-dimethyl- 


366  CisHigClOe  26881-71-0 

Spiro  [benzofuran-2  (3//),l'-[3]  cyclohexene] -2', 3-dione,  7- 
chloro^^'^-trimethoxy-S'^'-dimethyl- 


366  CisHigClOs  26891-78-1 

Spiro  [benzofuran-2  (3//),  l'-cyclohexane] -2 ',3, 4 '-trione,  7- 
chloro-4,6-dimethoxy-3',3',6'-trimethyl- 


366  C18H22O8  25864-63-5 

Bicyclo[2.2.2]octa-2,5-diene-2,3-dicarboxylic  acid,  1,5— di— 
hydroxy-8, 8-dimethyl-,  dimethyl  ester,  diacetate 


100 
80 
60 
40 
20 
0 
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80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


OAc 


366 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2867 


366  C19H18N4O4  31504-90-2 

1,2,3,4-Butanetetrol,  l-(l-phenyl-lH-pyrazolo[3,4-fe]quinoxa= 
lin-3-yl)-,  D -arabino- 


CH(  OH)  CH(  OH)  CH(  OH)  CH2OH 


100 
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40 
20 
0 
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40 
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0 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  C19H20B2O6  41356-07-4 

a-D-Mannopyranoside,  methyl,  cyclic  2,3:4,6-bis(phenylboronate) 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1 

SO  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

i 

366  C19H26O7  25383-32-8 

Azuleno[4,5-6]furan-2(3/7)-one,  9-(acetyloxy)-6-[(acetyloxy)  = 
methyl]decahydro-6a-hydroxy-9a-methyl-3- methylene-, 
[3aS-(3aof,6/J,6aa,9jS,9ajd,9ba)]- 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


366  C19H26O7  28587-46-4 

Azuleno[4,5-6]furan-2(3//)-one,  9-(acetyloxy)-9a-[  (acetyl- 
oxy)methyl]decahydro-6a-hydroxy-6-methyl-3-methylene-, 
[3aS-(3aa,6|8,6aa,9jd,9a/3,9btt)]- 


Ac  OCH2 


366  C19H36CI2O2  33094-27-8 

Octadecanoic  acid,  9,10-dichloro-,  methyl  ester 

Me OC( 0) ( CH2 ) 7 CHC I CHCI  (CH2 )7  Me 


,1 

jj 11L 

10  20  30  40  50 

60  70  80  90  100  110  120  130  140  150 

160  170  180  190  200  210  220  230  240  250  280  270  280  290  300 


2868 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


366 


366  C20H18N2O3S  16238-37-2 

2/i-l,3-Thiazine-6-carboxylic  acid,  3,4-dihydro-4-oxo-3- 
(phenylmethyl)-2-[(phenylmethyl)imino]-,  methyl  ester 


Vy 

PhCH2  If 

NCH2Ph 


C(  0)  OMe 


100-1 — — — 

80  - 
60- 
40  - 
20  - 

0 J 1 1 1 1 1 1 1 1 1 1 r T — | | , 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  C2iH1902PS  39879-97-5 

1,3,2-Dioxaphosphorinane,  2,5,5-triphenyl-,  2-sulfide 


Ph 


366  C20H30O6  117-83-9 

1,2-Benzenedicarboxylic  acid,  bis(2-butoxyethyl)  ester 


C(  0)  OCH2  CH2  0(  CH2  ) 3 Me 

,C(  0)  OCH2  CH2  0(  CH2  ) 3 Me 


366  C21H18S3 

1,3,5-Trithiane,  2,4,6-triphenyl- 


531-05-5 


366  C21H22N2O4  3329-93-9 

l/f-12a,5-(Epoxymethano)pyrido[3',4':5,6]cyclohept[  1,2-5]  = 
indole-5(6if)-carboxaldehyde,  2-acetyl-2,3,4,4a,ll,12-hexa= 
hydro-12-methyl-14-oxo- 


Me 


366 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2869 


366  C21H22N2O4  32326-32-2 

Voachalotine  pseudoindoxyl,  l-demethyl-17-deoxy-6, 17-epoxy-, 
(60)- 


366  C21H31FO4  40242-93-1 

Androstane-17,19-diol,  5,6-epoxy-3-fluoro-,  17-acetate,  (30,- 
50,60,170)- 


366  C21H31FO4  40242-94-2 

Androstane-17,19-diol,  5,6-epoxy-3-fluoro-,  17-acetate,  (30,- 
5a,  6a,  170)- 


366  C21H31FO4  55723-87—0 

Androstan-6-one,  17-(acetyloxy)-3-fluoro-5-hydroxy-,  (30,50,170)- 


Me 


100 
80 
60 
40 
20 
0 
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60 
40 
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100 
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20 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


2870 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


366 


366  C21H34O5  53-02-1 

Pregnan-20-one,  3,11,17,21-tetrahydroxy-,  (3a, 5/3,110)- 


coch2oh 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  C2iH35Br  25347-03-9 

Benzene,  2-bromo-l,3,5-tris(2,2-dimethylpropyl)- 


CH2CM6  3 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  C22H26N2O3  664-25-5 

Sarpagan-16-carboxylic  acid,  17-hydroxy-l-methyl-,  methyl  ester, 
(16/?)— 


460  470  480  490  500  510  520  530  540  550  560  570  580  590  600 


610  620  630  640  650  660  670  680  690  700  710  720  730  740  750 


366  C21H34O5  28417-32-5 

Pregn-5-ene-3,12,14,17,20-pentol,  (30, 120, 140, 17a, 20S)- 


366 

Aspidofractine 


C22H26N2O3 


2348-67-6 


CH  = 0 C(  0)  OMe 


ill Jlu ..i.iili... — — ,-.-.-1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


366 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2871 


366  C22H26N2O3  2506-26-5 

Ajmalan-16-carboxylic  acid,  19,20-didehydro-17-hydroxy-,  methyl 
ester,  (2a,16/?,17S,19£')- 


Me 


OH 


366  C22H26N2O3  6870-43-5 

21-Isoaspidofractine 
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40 

20 

0 
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80 

60 
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20 

0 
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60 
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20 
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366  C22H26N2O3  18392-02-4 

Spirofcyclohexaiie-l^-indolmel-i'-carbox-p-anisidide,  &-methoxy- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  C23H30N2O2  19588-27-3 

2'//-Androsta-2,4,6-trieno[3,2-c]pyrazol-17/3-ol,  17-methyl-,  acetate 
(ester) 


366  C24H46O2  10152-65-5 

Cyclopropanedodecanoic  acid,  2-octyl-,  methyl  ester 


Me ( CH2  ) 7 (CH2  )i  1 C(  0)  OMe 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


2872 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


366 


100-1 

80- 
60  - 
40- 
20  - 

0 * I “ i L“  i 1 i r — i 1 1 1 i 1 1 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  C24H46O2  20290-84-0 

9-Octadecenoic  acid  (Z)-,  hexyl  ester 

Me  ( CH2  ) 5 OC(  0)  ( CH2  ) 7 CH  = CH ( CH2  ) 7 Me 


366  C26H22O2  55282-18-3 

Furan,  3,3'-([l,l'-biphenyl]-2,2'-diyldi-l,2-ethenediyl)bis[4-methyl- 


100 
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40 
20 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


100 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  C25H18O3  14984-21-5 

Methanone,  bis(4-phenoxyphenyl)- 


366  C26H22O2 

Benzene,  l-methoxy-4-(trityloxy)- 


20705-45-7 


366  C26H22S  6622-14-6 

Sulfide,  benzyl  trityl 

PhCH2  SCPh3 

100 
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60 
40 
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20 
0 


366  C26H54  630-01-3 

Hexacosane 


Me ( CH2 ) 2 4 Me 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2873 


366  C26H54  13475-76-8 

Docosane,  11-butyl- 

<CH2)ioMe 

I 

Me  ( CH2  ) 9 CH ( CH2 ) 3 Me 


366  C26H54  55282-10-5 

Heneicosane,  1 l-(2,2-dimet  hylpropyl)- 

( CH2  ) 9 Me 

I 

Me  ( CH2  ) 9 CHCH2  CMej 


366  C26H54  14739-72-1 

Heneicosane,  11-pentyl- 

( CH2  ) 9 Me 

Me  ( CH2  ) 9 CH  ( CH2  ) 4 Me 


366  C26H54  55282-11-6 

Heneicosane,  ll-(l-ethylpropyl)- 

CHE  I 2 

Me  ( CH2  ) 9 CH(  CH2  ) 9 Me 


100 

eo- 

60- 

40- 

20-  . 

0~1 I 1 1 , i 1 r-W“-i , , 1 1 1 r-d — i— 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

100-] 
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20- 

Od , , i , 1 , 1 , 1 , , , , , r— 

310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


366  C26H54 

Hexadecane,  6,11-dipentyl- 


15874-03-0 


366  C26H54 

Octadecane,  3-ethyl-5-(2-ethylbutyl)- 


55282-12-7 


Me  ( CH2  ) 4 ( CH2  ) 4 Me 

I I 

Me  ( CH2  ) 4 CH  ( CH2  ) 4 CH ( CH2  ) 4 Me 


CH2CHEI2 

I 

E t 2 CHCH2  CH(  CH2  ) 1 2 Me 


100  T 

80- 
60  - 
40  - 
20  - 

od —1  1 1 1 1 1 , , 1 1 1 1 1 1 - 1— 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


2874 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


366 


366 

Octadecane, 

C26H54 

5,14-dibutyl- 

55282-13-8 

366 

Docosane,  5-butyl- 

C26H54 

Me ( CH2  ) 3 ( CH2 ) 3 Me 

( CH2 ) 1 6 Me 

Me  ( CH2  ) 3 CH(  CH2  ) 8 CH(  CH2  ) 3 Me 

Me  ( CH2  ) 3 CH(  CH2  ) 3 Me 

55282-16-1 


366  C26H54 

Docosane,  9-butyl- 


55282-14-9 


366  C26H54 

Tetracosane,  3-ethyl- 


55282-17-2 


(CH2)i  2 Me 

Me  ( CH2  ) 7 CH  ( CH2  ) 3 Me 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


E t 2 CH ( CH2 ) 2 0 Me 


1 1 

j 

i,l i., _ 
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60  70  80  90  100  110  120  130  140  150 

160  170  180  190 

200 

■ i ■ i i i i i i i 
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366  C26H54  55282-15-0 

Docosane,  7-butyl- 

( CH2 ) 1 4 Me 

Me  ( CH2  ) 5 CH  ( CH2  ) 3 Me 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


366  C26H54  55333-99-8 

Eicosane,  7-hexyl- 

( CH2  ) 1 2 Me 

Me  ( CH2  ) 5 CH  ( CH2  ) 5 Me 
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367 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2875 


367  C12H15F6NO5  55282-41-2 

L-Threonine,  Ar,Af-bis(trifluoroacetyl)-,  butyl  ester 

CH ( OH ) Me 

COCF  3 
I i 

Me  ( CH2 ) 3 OC( 0) CHNCOCF 3 


367  C12H15F6NO5  57983-18-3 

L-Threonine,  N-(trifluoroacetyl)-,  1-methylpropyl  ester,  tri= 
fluoroacetate  (ester) 


C{  0)  OBu-s 
I 

F3CC(  0)  OCHMe CHNHCOCF 3 


367  C14H12CUN2O6  55334-23-1 

Copper,  bis(4-methoxy-3,5-cyclohexadiene-l,2-dione  l-oxima= 
to- Ad, 02)- 


367  Ci4H29N5OSi3  56145-36-9 

9//-Purin-6-amine,  A/,9-bis(trimethylsilyl)-8-[(trimethylsilyl)oxy]- 


cxx 


N.  -OS i Me3 


' 

10  20  30  40  50 

60  70 

80  90  100  110  120  130  140  150 

L ..  u J 

160  170  180  190  200  210  220 

230  240  250  260  270  280  290  300 

; 

L_1 

310  320  330  340  350  360  370 

380  390  400  410  420  430  440  450 

367  C17H15CI2NO4  2752-55-8 

L-Phenylalanine,  N-[(2,4-dichlorophenoxy)acetyl]- 

0CH2C0NHCH(C02H)  CH2  Ph 


160  170  180  190  200  210  220  230  240  250  260  270  260  290  300 


367  Ci7H2iN06S  17037-57-9 

7-Azabicyclo[2.2.1]heptane-2,3-dicarboxylic  acid,  7-(p-tolyl= 
sulfonyl)-,  dimethyl  ester,  trans- 

,C(  0)  OMe 


soj — (3C 

0)  OMe 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2876 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


367 


367  Ci8Hi6F3N04  56771-97-2 

7-Isoquinolinol,  l,2,3,4-tetrahydro-4-(4-hydroxyphenyl)-6- 
methoxy-2-(trifluoroacetyl)-,  (S)- 


C0CF3 


367  C19H25NO4.CIH  55124-87-3 

Benzeneethanamine,  N- [(3, 4-dimethoxyphenyl) methyl] -3,4- 
dimethoxy-,  hydrochloride 


MeO- 

MeO' 


■CH2CH2NHCH2 


• HCI 


367  C20H17NO6  24181-66-6 

Spiro[l,3-dioxolo[4,5-g]isoquinoline-5(6//),7'-[7/7]indeno[4,5- 
d][l,3]dioxol]-6'(8'/f)-one,  7,8-dihydro-8'-hydroxy-6-methyl-, 
(5  S-trans)- 


367  C21H21NO5  10214-67-2 

Crotonosine,  6-acetyl-,  acetate  (ester) 
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80 
80 
40 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1 ^ 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

...l. 4 

367  C23H17N3O2  25649-75-6 

4/7-1, 2-Diazepine,  5-(p-nitrophenyl)-3,7-diphenyl- 


Ph 


368 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2877 


367  C23H17N3O2  25649-76-7 

4H-1,2-Diazepine,  5-(m-nitrophenyl)-3,7-diphenyl- 

Ph 


367  C25H22NP  2327-67-5 

Benzenamine,  4-methyl-/V-(triphenylphosphoranylidene)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


368  C8H5C103W  12128-24-4 

Tungsten,  tricarbonylchloro(i?5-2,4-cyclopentadien-l-yl)- 


H 


OC  CO 


368  Ci2HioBr2Fe  32879-66-6 

Ferrocene,  (2,2-dibromoethenyl)- 


<^— Fe— CH=CBr2 
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368  Ci2H29N203PSSi2  56051-91-3 

Phosphonic  acid,  ( l-(carbonothioylhydrazino)pentyl] -,  bis(tri= 
methylsilyl)  ester 

( CH2 ) 3 Me 
| OS  I Me  3 

SCNNHCHPOS i Mes 
II 
O 


2878 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


368 


368  C14H9CI5O  115-32-2 

Benzenemethanol,  4-chloro-a-(4-chlorophenyl)-a-(trichloro:=: 
methyl)- 


cci  3 


368  C14H28N2O5S2  3509-38-4 

Idose,  2,6-diacetamido-2,6-dideoxy-,  diethyl  mercaptal,  L- 

CH ( SE  t ) 2 

I 

AcNHCH2  CH(  OH)  CH(  OH)  CH(  OH)  CHNHAc 


368  C14H28N2O5S2  3509-39-5 

Altrose,  3,6-diacetamido-3,6-dideoxy-,  diethyl  mercaptal,  D- 


NH  Ac 
I 

AcNHCH2  CH(  OH)  CH(  OH)  CHCH(  OH)  CH(  SEt  ) 2 
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368  C16H20N2O8  29015-22-3 

Uridine,  2',3'-0-isopropylidene-,  4,5'-diacetate 


OAc 


Me  Me 


368  C17H17CIO5S  26881-62-9 

Spiro  [benzofuran-2(3/f),l'- [2]  cyclohexene] -3, 4'-dione,  7- 
chloro-4,6-dimethoxy-6,-methyl-2'-(methylthio)- 

Me 


Cl 
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368  C17H17CIO5S  26881-76-5 

Spiro[benzofuran-2(3H),l'-[3]  cyclohexene] -2',  3-dione,  7- 
chloro-4,6-dimethoxy-6'-methyi-4'-(methylthio)- 


368  C17H17CIO7  52745-96-7 

Spiro[benzofuran-2(3H),l'-[2]cyclohexene]-3,4'-dione,  7- 
chloro-5’-hvdroxy-2' ,4,6-trimethoxy-6'-methyl-,  [ 1 'S-(  1 'a,  — 
5'd,6’/3)]- 


368  CnHuOsSh  27750-80-7 

Cinnamic  acid,  3,5-dimethoxy-4-(trimethylsiloxy)-,  trimethylsilyl 
ester 


OMe 


368  CnH32N203Si2  52937-69-6 

2,4,6(lH,3H,5//)-Pyrimidinetrione,  5-(l-methylpropyl)-5-(2- 
propenyl)-l,3-bis(trimethylsilyl)- 


S i Me3 
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368  Ci7H32N203Si2  52937-70-9 

2,4,6(lH,3//,5H)-Pyrimidinetrione,  5-(2-methylpropyl)-5-(2- 
propenyl)-l,3-bis(trimethylsilvl)- 


MeaSi  I CHjCHiCHj 
Bu  - I 

cAn^S) 
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368  CisHieOSn 

Stannane,  hydroxytriphenyl- 


76-87-9 


368  C2oH1703PS  23861-49-6 

Phenothiaphosphine,  2,8-dimethyl-10-phenyl-,  5,5,10-trioxide 


Ph3SnOH 


368  C18H32S11  960-16-7 

Stannane,  tributylphenyl- 

(CH2)3Me 

I 

Me  ( CH2  ) 3 Sn  P h ( CH2  ) 3 Me 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


368  C19H17N2PS2  20369-04-4 

Thiourea,  iV-(diphenylphosphinothioyl)-iV'-phenyl- 

PhNHCSNHPPh2  = S 


368  C20H20N2O3S  16238-44-1 

2H-l,3-Thiazine-6-carboxylic  acid,  3-benzyl-2-(benzylimino)  = 
tetrahydro-4-oxo-,  methyl  ester 


°rr 


C(  0)  OMe 


PhChiT 

NCH2  Ph 
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368  C2oH24N203Si  57326-22-4 

2,4-Imidazolidinedione,  5-(3-methoxyphenyl)-3-methyl-5- 
phenyl-l-(trimethylsilyl)- 


S i Me3 
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368  C2oH24N203Si  57326-23-5 

2,4-Imidazolidinedione,  l,3-dimethyl-5-phenyl-5-[3-[(tri= 
methylsilyl)oxy]phenyl]- 


Me 

i 


OS  i Me  3 
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368  C2oH24N203Si  57326-24-6 

2,4-Imidazolidinedione,  3-ethyl-5-phenyl-5-[3-[(trimethyl= 
silyl)oxy]phenyl]- 


M 


OS  i Me  3 
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368  C20H24N2O3Si  57326-27-9 

2,4-Imidazolidinedione,  3-ethyl-5-phenyl-5-[4-[(trimethyl= 
silyl)oxy]phenyl]- 


368  C^H^N^Si  57346-57-3 

2,4-Imidazolidinedione.  5-(4-methoxyphenyl)-3-methyl-5- 
phenyl-l-(trimethylsilyl)- 


Si  Me 3 
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368  C20H24N4O3  55282-57-0 

Benzamide,  N -butyl-4-[(4-nitrophenyl)azo]-N-propyl- 


368  C21H20O6  24329-93-9 

Phenanthrenequinone,  l,4,8-trihydroxy-2-methyl-3-(4- 
methylvaleryl)- 

COCH2  CH2  CHMe  2 
Me 

OH 

HO  0 


368  C21H20O6  55670-25-2 

2-Propen-l-one,  l-[4,6-bis(acetyloxy)-2-methoxy-3-methyl= 
phenyl]-3-phenyl- 


368  C21H20O6  56248-18-1 

2//-Pyran-2-methanol,  3-(benzoyloxy)-3,6-dihydro-6-methoxy-, 
benzoate 


OC( 0) Ph 


368  C21H24N2O2S  51581-19-2 

1-Naphthalenesulfonamide,  5-(dimethylamino)-N-(l-methyl- 
2-phenylethyl)-,  (±)- 


SO2  NHCHMe  CH2  Ph 
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368  C21H24N2O2S  55837-08-6 

1-Naphthalenesulfonamide,  5-(dimethylamino)-iV-(3-phenyl= 
propyl)- 

S02NH(CH2  ) 3 Ph 


Me  2 N 


368  C21H24N2O4  3329-92-8 

IH-  12a,  5-(Epoxymethano)pyrido[3',4':5, 6]cyclohept  [1,2-6]  in= 
dol- 1 4-one,  2-acetyl-2,3,4,4a,5,6,l  1 , 1 2-octahydro-5-(hydrox= 
ymethyl)-12-methyl- 


Me 


CH2OH 


368  C21H24N2O4  6808-68-0 

Akuammilan-17-oic  acid,  2,5-epoxy-l,2-dihydro-16-(hydrox:::: 
ymethyl)-,  methyl  ester,  (2a, 5a)- 


368  C21H24N2O4  30809-15-5 

Talbotine 
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368  C22H24O5  6134-74-3 

Valeric  acid,  2-benzoyl-2-hydroxy-4  methyl-,  ethyl  ester,  benzoate 


CH2CHM6  2 
I 

PhC(  0)  0CC(  0)  OE  t 
Ph  CO 
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368  C22H28N2O3  510-22-5 

Ibogamine-18-carboxylic  acid,  12-methoxy-,  methyl  ester 


MeOC(O) 

Et 


368  C22H28N2O3  2671-43-4 

13a,3a-(Epoxyethano)-lH-indolizino[8,l-cc?]carbazole,  6- 
acetyl-2,3,4,5,5a,6,ll,12-octahydro-7-methoxy- 


MeO  Ac 


368  C22H28N2O3 

Cylindrocarine,  l-acetyl-17-demethoxy- 


22226-35-3 


368  C22H28N2O3  30809-22-4 

T albotine,  16-de(methoxycarbonyl)-16-(hydroxymethyl)-0,4- 
dimethyl- 


368  C22H28N2O3  36458-96-5 

Aspidospermidin-20-one,  l-acetyl-17-methoxy- 


1 

MeO  Ac 
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368  C22H28N2O3  50439-68-4 

Corynan- 16-car boxylic  acid,  16,17-didehydro-17-methoxy-,  methyl 
ester,  (16E)- 


CHOMe 
II 

CC(  Oi  OMe 
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368  C22H28N2O3  55103-43-0 

Aspidofractinine-3-carboxylic  acid,  17-methoxy-,  methyl  ester, 
(2a, 30,5a)- 


368  C22H28N2O3  55282-42-3 

Sarpagan-16-carboxylic  acid,  19,20-dihydrc>-17-hydroxy-l-methyl-, 
methyl  ester 


hoch2 
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368  C22H28N2O3  56053-13-5 

Corynan-17-ol,  18,19-didehydro-10-methoxy-,  acetate  (ester) 


CH2CH2OAC 


368  C22H40O4  55622-44-1 

Cyclopropanedecanoic  acid,  a-(acetyloxy)-2-hexyl-,  methyl  ester 


Me|CH2)s  ( CH2  I 8 CHC(  0)  OMe 
OAc 
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368  C23H20N4O  13617-68-0 

3/7-Pyrazol-3-one,  4-[[4-(dimethylamino)phenyl]imino]-2,4- 
dihydro-2,5-diphenyl- 


Ph 


368  C23H28O4  55282-09-2 

1-Pentanone,  l,l'-[methylenebis(6-hydroxy-3,l~phenylene)]bis- 


CO(  CH2  )3Me 
OH 
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368  C23H28O4  55724-87-3 

Pentanoic  acid,  4-[[4-hydroxy-3-(l-oxopentyl)phenyl]methyl]  = 
phenyl  ester 


Me ( CH2 ) 3 CO 
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^^^OCIO)  ( CH2  ) 3 Me 
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368  C23H28O4  55724-88-4 

J^entanoic  acid,  methylenedi-4,l-phenylene  ester 
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368  C23H32N2O2  6855-59-0 

4,25-Secoobscurinervan,  21-deoxy-16-methoxy-22-methyl-,  (22/3)- 
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368  C23H44O3 

Docosanoic  acid,  13-oxo-,  methyl  ester 

Me  ( CH2  ) 8 CO(  CH2  ) 1 1 C(  0)  OMe 


2388-99-0 
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4,25-Secoobscurinervan,  21-deoxy-16-methoxy-22-methyl-,  (22a:)- 
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Silane,  [(3,7,ll,15-tetramethyl-2-hexadecenyl)oxy]trimethyl- 
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Bufa-14,20,22-trienolide,  3-hydroxy  , (3/3, 5d) 


7439-77-2 


lL  JL  . lil. 


iJllllllllh, 


10  20  30  40  SO  60  70  80  90  100  110  120  130  140  ISO 


160  170  160  190  200  210  220  230  240  2S0  260  270  260  290  300 


2888 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


368 


100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


.. 

L, 

L 

V . 1 1 1 1 1 1 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


368  C24H48O2 

Tricosanoic  acid,  methyl  ester 


2433-97-8 


368  C24H48O2  55282-04-7 

Eicosanoic  acid,  2-ethyl-2-methyl-,  methyl  ester 


Me( CH2 )2i  C( 0)  OMe 


MeOC(  O) CE  t Me ( CH2 ) 1 7 Me 
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Octadecanoic  acid,  hexyl  ester 


3460-37-5 


368  C24H48O2  55282-05-8 

Heneicosanoic  acid,  2,5-dimethyl-,  methyl  ester 


Me  ( CH2  ) 5 OC(  O)  ( CH2  ) 1 6 Me 
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368  C24H48O2  37577-58-5 

Heneicosanoic  acid,  2,3-dimethyl-,  methyl  ester 
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Heneicosanoic  acid,  3,3-dimethyl-,  methyl  ester 
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368  C24H48O2  55282-08-1 

Heneicosanoic  acid,  2,4-dimethyl-,  methyl  ester 


368 

Cholesta-3, 5-diene 


C27H44 


747-90-0 


CHMe ( CH2 ) 3 CHMe2 


Me  OC(  0)  CHMe  CH2  CHMe  ( CH2  ) 1 6 Me 


368  C26H24O2  40897-32-3 

Cyclopent[a]indene-l-carboxylic  acid,  l,2,3,3a,8,8a-hexahydro- 
3,8a-diphenyl-,  methyl  ester,  (la,3a,3aa,8aa)- 

Ph 


C(  0)  OMe 
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368  C27H44 

Cholesta-7, 14-diene,  (5a)- 


Me 


54482-39-2 


368  C28H32  55282-03-6 

Benzene,  l,l'-[4-(3-phenylpropyl)-3-heptene-l,7-diyl]bis- 


( CH2 ) 3 Ph 
I 

PhCH2  CH2  CH  =C( CH2 ) 3 Ph 
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369  CioHiaFeNOsSi  52558-89-1 

L-Serine,  N-(trifluoroacetyl)-,  trimethylsilyl  ester,  trifluoroacetate 
(ester) 


369  CisHaeNOsPSis  53044-41-0 

Phosphonic  acid,  [2-methyl-l-[(trimethylsilyl)amino]propyl]-, 
bis(trimethylsilyl)  ester 


nhcocf3 

1 

F3CC(  0)  OCH2CHC(  0)  OS  i Me  3 


369  C11H13F6NO4S  5282-99-5 

Cysteine,  N-(trifluoroacetyl)-,  butyl  ester,  trifluoroacetate  (ester), 
L- 

NHCOCF  3 
I 

F 3 CC ( 0)  SCH2  CHC(  0)  0(  CH2  ) 3 Me 


OS i Me  3 

CHMe2 

I I 

Me3  S i OP CHNFIS  i Me 3 

II 
0 


369  Ci4Hi6BrN304  55721-92-1 

2-Butenedioic  acid,  2-[3-(4-bromophenyl)-l-triazenyl]-,  diethyl 
ester,  (£,?)- 


369  CiaHaeNOsPSia  53044-39-6 

Phosphonic  acid,  [l-[(trimethylsilyl)amino]butyl]-,  bis(tri= 
methylsilyl)  ester 


Me3  S i NHCHPr POSi Me3 
II 
0 


C(  0)  OEt 
I 

NHN  = NC  = CHC( 0)  OEt 


369 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2891 


369  Ci5H27N304Si2  41569-25-9 

3,6-Epoxy-2H,8//-pyrimido[6,l-5][l,3]oxazocin-8-one,  3,4,5,= 
G^lO-hexahydro-lO-tRrimethylsilyBiminol^-^trimethyl^ 
silyl)oxy]-,  [3R-(3a,4a,6a)]- 


369  CieHsiNOaSis  56272-78-7 

Benzoic  acid,  2-amino-3-hydroxy-,  tris(trimethylsilyl)  deriv. 


zH 

+3TMS 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


369  C i6H26F  3NO5  57983-10-5 

Hexanedioic  acid,  2-[(trifluoroacetyl)amino]-,  bis(l-methylpropyl) 
ester 

C(  0) OBu-s 
s-BuOC(O)  (CH2  )3CHNHCOCF3 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

369  C16H26F3NO5  57983-44-5 

L- Aspartic  acid,  N-(trifluoroacetyl)-,  bis(l-methylbutyl)  ester 

NHCOCF  3 
I 

Pr  CHMe OC(  0)  CH2CHC(  0)  OCHPrMe 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


369  CieHsiNOsSia  56272-79-8 

Benzoic  acid,  4-amino-2-hydroxy-,  tris(trimethylsilyl)  deriv. 


co2h 


h2n 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


369  CnH35N02Si3  56145-08-5 

Benzenemethanol,  a-(aminomethyl)-4-hydroxy-,  tris(trimethylsilyl) 
deriv. 


JOT 


CH(OH)CH2NH2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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369 


369  C20H19NO6  5574-77-6 

Rheadan-8-ol,  16-methyl-2,3:10,ll-bis[methylenebis(oxy)]-,  (8/3)- 


369  C20H19NO6  6807-95-0 

Rheadan,  8-methoxy-2,3:10,ll-bis[methylenebis(oxy)]-,  (8/3)- 


369  C20H19NO6  24181-64-4 

Ochrobirine 


369  C20H19NO6  34114-84-6 

Spiro[7//-indeno[4,5-d]-l,3-dioxole-7,r(2'tf)-isoquinolin]-8= 
(6H)-one,  3',4'-dihydro-6,7'-dihydroxy-6'-methoxy-2,-methyl-, 
cis-(+)~ 


369  C21H23NO5  561-27-3 

Morphinan-3,6-diol,  7,8-didehydro-4,5-epoxy-17-methyl-  (5a, 6a)-, 
diacetate  (ester) 


OAc 
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370 
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.-1<-4|I— l1-, 

t r-J — . J 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


369  C21H23NO5  24181-77-9 

Spiro[7H-indeno[4,5-d]-l,3-dioxole-7,l'(2'H)-isoquinolin]-8-ol, 
3',4',6,8-tetrahydro-6',7'-dimethoxy-2'-methyl-,  trans-(-)~ 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


370 

Uridine,  5-iodo- 


C9H11IN2O6 


H0CH2 

\l 


1024-99-3 


370  C10H5CI7  76-44-8 

4,7-Methano-lH-indene,  l,4,5,6,7,8,8-heptachloro-3a,4,7,7a- 
tetrahydro- 


- ■!  1 l.ll.llli  ...  ll  .■■■  li  , 1..  ■■  ■'!.  Ill 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


370  Ci2H6Cl2N2Ni04  30993-27-2 

Nickel,  bis(4-chloro-o-benzoquinone  2-oximato)- 


460  470  480  490  500  510  520  530  540  550  560  570  580  590  800 
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370 
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370  Ci2H27BrSn  1461-23-0 

Stannane,  bromotributyl- 

( CH2  ) 3 Me 

Me  ( CH2  ) 3 Sn  B r (CH2)3Me 


370  Ci2H27BrSn  7342-39-4 

Stannane,  bromotris(2-methylpropyl)- 

Br  Sn ( Bu- i ) 3 


370  Ci2H3i05PSi3  53044-28-3 

Propanoic  acid,  3-[bis[(trimethylsilyl)oxy]phosphinyl]-,  tri= 
methylsilyl  ester 

OS i Me 3 

I 

Me3  S i OC( O) CH2  CH2  POS  i Me 3 

II 
O 


100 -j 

80  - 
60- 
40- 

20-  I 

0 1*  1 “ — 1 T 1 '1  ■1“  1 1 1 1 r "t  » t 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


370  C13H22S6  57274-48-3 

2,4,6,8,9,10-Hexathiatricyclo[3.3.1.13.7]decane,  1,3,5-tripropyl- 


Pr 


370  Ci3H27I02Si  26305-96-4 

Decanoic  acid,  10-iodo-,  trimethylsilyl  ester 

I ( CH2  ) 9 C(  O ) OS  i Me 3 


370  Ci4H3iIOSi  26305-84-0 

Silane,  [ ( 1 1-iodoundecyl)  oxy  ] tr  imethyl- 

I ( CH2  ) 1 1 OS i Me 3 


370 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2895 


370  Ci5H26N205Si2  32414-34-9 

6//-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one,  2,3,3a,9a- 
tetrahydro-3-[(trimethylsilyl)oxy]-2-[[(trimethylsilyl)oxy]  = 
methyl]-,  [2i?-(2a,3/3,4a/3,9a/3)]- 


tmsoch2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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20  - 


K — 4*- 


‘l 1 T-lj r- 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 


370  C16H15CIO4S2  26891-74-7 

Spiro  [benzofuran-2(3H),  1 '-cyclohexane] -2',  3, 4 '-trione,  7- 
chloro-6'-methyl-4,6-bis(methylthio)- 




1 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

iln 

ii  h jl 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

:l — rii  , liil|  , 1 1 

Id  , , , , , , , 

370  C16H16CI2N2O2S  55191-34-9 

10H-Phenothiazin-3-amine,  10-butyl-7,9-dichloro-,  5,5-dioxide 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


370  Ci6H3oN204Si2  56817-96-0 

5/7,10H-Dipyrrolo[l,2-a:l',2'-d]pyrazine-5,10-dione,  octa^ 
hydro-2, 7-bis[(trimethylsilyl)oxy]- 


Me  3 S i 0 


T 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

370  Ci6H3oC>4Si3  2347-40-2 

Benzoic  acid,  3,4-bis[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 


Xx 


C ( 0 ) OS  i Me  3 


10  20  30  40  50  60  70  60  90  100  110  120  130  140  150 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 
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370 


370  CietDoCLSia  3618-20-0 

Benzoic  acid,  2,5-bis(trimethylsiloxy)-,  trimethylsilyl  ester 


OS  i Me  3 


OS i Me 3 


370  Ci6H3o04Si3  10586-16-0 

Benzoic  acid,  2,4-bis[(trimethylsilyl)oxy]-,  trimethylsilyl  ester 


Me  3 S i 0 


C(  0)  OS  i Me3 
OS i Me  3 


370  CnH3oOsSi2  55590-98-2 

Benzeneacetic  acid,  3-methoxy-a,4-bis[(trimethylsilyl)oxy]-,  ethyl 
ester 


OS i Me 3 
I 


370  Ci7H34N203Si2  52937-67-4 

2,4,6(lif,3H,57f)_Pyrimidinetrione,  5-ethyl-5-(3-methylbutyl)- 
l,3-bis(trimethylsilyl)- 


Me3Si 


CH2CH2CHM62 

Et 
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II * 

370  Ci7H34N203Si2  52937-68-5 

2,4,6(l//,3//,5//)-Pyrimidinetrione,  5-ethyl-5-(l-methylbutyl)- 
l,3-bis(trimethylsilyl)- 
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370 
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370  Ci8Hi2AsC102  27796-63-0 

Phenoxarsine,  lO-(p-chlorophenoxy)- 

ci 


370  Ci8H22F4Si2  37601-86-8 

Silane,  [(Ll^^-tetrafluoro-l^-ethanediyRdi-S.l-phenylene]0 
bisfdimethyl- 

CF2CF2 


S i HMe  2 S i HMe  2 


370  C18H26S4  55282-60-5 

1,3-Dithiane,  2-butyl-2-[2-(l,3-dithian-2-yl)phenyl]- 


n 
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j1_.HI 

J u u 
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oil 1 1 
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370  C18H34N4O4  40563-82-4 

Acetamide,  N,N'-l,4-butanediylbis[iV-[3-(acetylamino)propyl]- 

AcNH(  CH2  )3  N(  Ac  ) (CH2  )4  N(  Ac)  ( CH2  )3NHAc 


370  C19H22N4O4  21238-55-1 

D-marmo-Heptosulose,  3,6-anhydro-,  bis(phenylhydrazone) 


CH=NNHPh 


C = NNHPh 
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370 


370  C20H10N4O4  31663-81-7 

1,2,4,5-Benzenetetracarboxylic  l,2:4,5-diimide,  di— 2— pyridyl— 

0 0 


370  C20H10N4O4  31663-82-8 

1,2,4,5-Benzenetetracarboxylic  l,2:4,5-diimide,  iV,N'-di-3-pyridyl- 
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, 

370  C20H18O7  2746-94-3 

[2]Benzopyrano[4,3-6]  [l]benzopyran-7(5//)-one,  2,3,8,10- 
tetramethoxy- 


1 

J llli  mil ilul 

llllu dll llL lJ LlLi ill 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

'ii  i hi  i |i  i in  M nlli 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

nil J ill 

1 lii i 

III 

310  320  330  340  350  360  3 

0 380  390  400  410  420  430  440  450 

370  C20H18O7  17277-00-8 

[2]Benzopyrano[4,3-6]  [l]benzopyran-7(5/7)-one,  3,4,8,10- 
tetramethoxy- 


MeO  0 


370  C20H22N2O3S  55837-09-7 

1-Naphthalenesulfonic  acid,  5-(dimethylamino)-,  2-amino-l- 
phenylethyl  ester 


SO2 OCHPh  CH2  NH2 


Me2  N 


100  j 
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60- 
40  - 
20- 
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370 
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370  C20H34O6  51414-51-8 

Octadecanedioic  acid,  3,16-dioxo-,  dimethyl  ester 

MeOC(  0)  CH2  CO(  CH2  ) 1 2 COCH2  C(  0)  OMe 


370  C21H22O6  32174-64-4 

4/f-l-Benzopyran-4-one,  5-ethoxy-2-(3-ethoxy-4-methoxy= 
phenyl)-7-methoxy- 


370  C21H26N2O4  2744-47-0 

4,5-Secoakuammilan-17-oic  acid,  2,5-epoxy-l,2-dihydro-16- 
(hydroxymethyl)-,  methyl  ester,  (2a)- 
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10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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370  C21H26N2O4 

Yohimbine  pseudoindoxyl 


6872-98-6 


370  C21H26N2O4  21451-68-3 

Aspidodispermine,  monoacetate  (ester) 


1 

1 

III.  1 -1  , 1 1- 

1 r-JL-, 1— — 1— »— 

40 

20 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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370 


370  C21H26N2O4  26988-11-4 

4,5-Secoakuammilan-17-oic  acid,  2,5-epoxy-l,2-dihydro-16- 
(hydroxymethyl)-,  methyl  ester,  (2a,16S)- 


370  C21H26N2S2  50-52-2 

lOH-Phenothiazine,  10-[2-(l-methyl-2-piperidinyl)ethyl]-2- 
(methylthio)- 


370  C21H29F3O2  56438-15-4 

Androst-5-en-3-ol,  trifluoroacetate,  (3/3)— 


Me 


370  C22H14N2S2  23682-06-6 

Phenothiazino[2,l-a]phenothiazine,  5,13-dihydro- 


370  C22H14N2S2  23682-07-7 

Phenothiazino[4,3-c]phenothiazine,  8,16-dihydro- 
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370 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2901 


370  C22H30N2O3  466-45-5 

Aspidospermidin-17-ol,  l-acetyl-16-methoxy- 


370  C22H30N2O3  22226-34-2 

Cylindrocarpinol,  N-acetyl- 


370  C22H30N2O3  22226-36-4 

Cylindrocarine,  1-methyl- 


370  C22H30N2O3  36458-97-6 

Aspidospermidin-20-ol,  1-acetyl-l  7-methoxy- 


370  C22H30N2O3  54725-60-9 

Aspidospermidin-3-ol,  l-acetyl-17-methoxy-,  (3a)- 


1 

10  20  30  40  SO  60  70  80  90  100  110  120  130  140  ISO 


2902 
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370 


370  C22H31BO4  30888-52-9  370  C22H42O4  18418-21-8 

Pregn-4-ene-3,20-dione,  17,21-[(methylborylene)bis(oxy)]-  Hexadecanoic  acid,  (2,2-dimethyl-l,3-dioxolan-4-yl)methyl  ester 


" 

— aJflu — i,iiIji  1 | , ill. , ,-^L 4.  li  ilii 

1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


370  C22H42O4  123-79-5 

Hexanedioic  acid,  dioctyl  ester 

Me  ( CH2  ) 7 OC(  0)  ( CH2  ) 4 C(  0)  0(  CH2  ) 7 Me 


370  C22H42O4  1472-90-8 

Octadecanedioic  acid,  diethyl  ester 

EtOC(O)  ( CH2  ) 1 6 C(  O)  OE  t 
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CH2  0C(  0)  ( CH2  )i  4 Me 


370  C22H42O4  39033-39-1 

2-Hexadecanone,  l-[(2,2-dimethyl-l,3-dioxolan-4-yl)methoxy]- 


CH2  0CH2C0(CH2  )i  3 Me 


370 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2903 


370  C23H30O4  38102-49-7 

2#-l-Benzopyran,  2-(2,5-dimethoxy-4-methylphenyl)-3,4-di= 
hydro-6-methoxy-2,4,4,7-tetramethyl- 


370  C23H30O4  38102-51-1 

2//-l-Benzopyran,  2-(2,5-dimethoxy-4-methylphenyl)-3,4-di= 
hydro-6-methoxy-2,4,4,8-tetramethyl- 

Me 


Me 


370  C23H30O4  38102-52-2 

2H-l-Benzopyran,  2-(2,5-dimethoxy-3-methylphenyl)-3,4-di= 
hydro-6-methoxy-2,4,4,8-tetramethyl- 


370  C23H46O3  13980-17-1 

Docosanoic  acid,  2-hydroxy-,  methyl  ester 

MeOC(  0)  CH(  OH)  { CH2  ) 1 9 Me 


370  C23H46O3  56599-62-3 

1 ,3-Dioxolane,  2,2-dimethyl-4-[  [ ( l-methylhexadecyl)oxy]  methyl]- 


CH2  OCHMe  ( CH2  ) 1 « Me 


Me 


370  C23H46O3  56600-20-5 

1,3-Dioxolane,  2,2-dimethyl-4-[[(2-methylhexadecyl)oxy]methyl]- 


CH2  OCH2  CHMe  ( CH2  ) 1 3 Me 
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370  C24H34O3  982-06-9 

Pregna-5,16-dien-20-one,  3-(acetyloxy)-16-methyl-,  (3/3)- 


Me 


, , , 1 lli.l....l..,.l,l.ll lllj , 
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370  C24H50O2  18302-68-6 

Palmitaldehyde,  dibutyl  acetal 

( CH2 ) 1 4 Me 

Me  ( CH2 ) 3 OCHO( CH2 ) 3 Me 


370  C24H50S  2469-45-6 

Dodecane,  l,l'-thiobis- 

Me  ( CH2  ) 1 1 S(  CH2  ) 1 1 Me 


370  C25H38O2  1922-28-7 

Pregn-4-ene-3,20-dione,  6-methyl-16-(l-methylethyl)-,  (6a, 16a)- 


Me 
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370  C24H50O2  56324-81-3 

2,4-Docosanediol,  3,5-dimethyl- 

Me CH  ( OH ) CHMe  CH  ( OH ) CHMe  ( CH2  ) 1 6 Me 
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370  CfsHjsO-z  58072-57-4 

3,5-Cyclochol-23-yn-22-ol.  &-methory-.  • 33.5c- 


» 2c  sc  sc  sc  7o  sc  90  100  m no  no  mo  iso 


L l i i l;L  I j Li  <|i  i ipos  i _ i ^ L^kkX % 


•sc  170  -SC  -sc  2X  210  22C  ZX  2*C  250  2SC  270  2SC  2SC  jCC 


]■:  32C  a K iX  K j7S  is:  3!C  « lie  C « UC  « 


370  CigHaoXs  54245-92-0 

Benzenamine.  ,V_V'H  2.5-dimethyl-2.5-cyclohexadiene-1.4-diyl= 
idene ' bis  [2,3,5-trimethyl- 


10  X X 4C  SO  SC  70  SC  SC  ’X  110  120  130  140  150 


*SC  T70  'SC  *SC  20C  210  22C  23C  2*C  25C  2SC  270  2flC  2SC  3CC 


310  32C  33C  3*C  3SC  36C  370  3SC  3SC  4CC  410  42C  43C  *SC 


370  C26H42O 

21-Nor-5a-cholest-24-en-20-one 


14949-18-9 


•x  170  -SC  -SC  2CC  210  ZX  23C  2<C  2SC  JSC  270  29C  SC  XC 


3M  !K  3S0  WC  SSC  36C  ,!75  3*  SC  « 1!C  »Z  *3C  « « 


370  C2&H.12O 

26.27-Dmorersosta-5.22-dien-3-ol.  1 3d'- 


35882-88-3 


M X X <C  SC  SC  70  SC  =C  ICC  110  123  '30  T5C 


^ •li. 


u 


^5C  1T0  *5C  *3C  2CC  MC  22C  Z3C  2<  2SC  25C  275  23C  2SC  XC 


»32O33O34O36O36C37«30B29C4OO4«4Zl4X44C4fiG 


370  C26H42O 

26.27-Dinorergosta-5.22-dien-3-ol.  1 3d)- 


38788-81-7 


O*teCH=CHO0te2 


I J Jl 
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« » X « sc 

ac 

70 

K 9C  OC 

110  120  X 

140  ISO 

■ til  ill  di  i 

1 
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LiJ 

•*  T70  *ac  *9C  20C 

MO 

22G  230  240  25C 

29 C 770 

29C  XX 

ii L. 

3*C  320  33C  yX  JSC  30C  370  30C  30C  4CC  410  *X  *3C  MC  46C 


10  20  30  «C  5C  SC  70  SC  SC  'X  1»  t»  130  '«  ’SC 
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370  C26H42O  52745-87-6 

26,27-Dinorergosta-5,22-dien-3-ol,  (3/3, 22Z)- 


370  C26H42O 

26,27-Dinorergosta-5,24-dien-3-ol,  (3/3)- 


56588-49-9 


Me 
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370  C26H42O 

21-Norcholest-24-en-20-one,  (5a,17£)- 


54482-51-8 


370  C27H18N2  16408-28-9 

l//-Phenanthro[9,10-d]  imidazole,  1,2-diphenyl- 


Me 


Li L 

L Ji 

..  .1.  il.-  i.ll 

Ik dl 

11  ...  hill.  - ..ill 

Jil,  ..hi 

i 
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370  C27H46  570-74-1 

Cholest-5-ene 


CHMe  ( CH2  ) 3 CHM6  2 
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370 


C27H46 

6703-78-2 

Heneicosene,  11-phenyl- 

Me  ( CH2  ) 8 CH  =CPh  ( CH2  ) 9 Me 

— , , , It 

■ .■  ■ !'!  | i-l.l  l-y  " , 

. J , 

<1 >l|l 
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370  C27H46 

50-Cholest-23-ene,  (Z)- 


14949-12-3 


CC^ 


CHMeCH2CH=CHCHMe2 
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C27H46 
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5a-Cholest-22-ene,  (Z)- 


15076-93-4 


160  170  180  190  200  210  220  230  240  250  280  270  280  290  300 


60- 

40- 

- 1,  I 

20- 

:L ii i il a h 1 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


370 

Cholest-4-ene 


C27H46 


16732-86-8 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


10  20  30  40  SO  80  70  80  90  100  110  120  130  140  150 


2908 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


370 


370  C27H46  28338-69-4 

Cholest-3-ene,  (5a)- 

Me 


370  C27H46  30658-62-9 

Cholest-23-ene,  (5/3)— 

Me 


370 

Cholest-7-ene,  (5a)- 


C27H46 


40071-65-6 


CHMe ( CH2 ) 3 CHMe  2 


.1  1.1,  ,1,1 
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L 1.1.1. 
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Cholest-7-ene,  (5a,  14/3)- 


C27H46 


40071-68-9 


CHMe ( CH2 ) 3 CHMe 2 
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Cholest-24-ene,  (5a, 20£)- 
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CHMeCH2CH2CH=CMe2 
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370  C27H46  54514-98-6 

Cholest-22-ene,  (5a, 222?)- 

Me 
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370  C27H46  54514-99-7 

Cholest-22-ene,  (5a, 20?)- 
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370  C27H46 

Cholest-14-ene,  (5a)- 

Me 


54725-04-1 


370  C27H46 

Cholest-8(14)-ene,  (5a)- 


CHMe ( CH2 ) 3 CHMe2 


54725-42-7 


370  C28H34  55282-64-9 

Benzene,  l,r-[4-(3-phenylpropyl)-l,7-heptanediyl]bis- 

(CH2)3Ph 

Ph  ( CH2  ) 3 CH(  CH2  ) 3 Ph 
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371  CnHsoNOsPSis  55282761-6 

Acetaldehyde,  [(trimethylsilyl)oxy]-,  0-[bis[(trimethylsilyl)  = 
oxy]phosphinyl]oxime 


Me3 S i OCH2 CH  = NOPOS i Me3 
II 
0 


371  Ci3H24F3N04Si2  52669-44-0 

L-Proline,  l-(trifluoroacetyl)-4-[(trimethylsilyl)oxy]-,  trimethylsilyl 
ester,  trans - 


COCF  3 
I 


y c( o) osi Me3 
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371  Ci5Hi2F3N305  52044-90-3 

Ethanone,  2,2,2-trifluoro-l-[5-(4-morpholinyl)-2-(4-nitro= 
phenyl)-4-oxazolyl]- 


C0CF3 


NO2 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


371  Ci5H33N302Si3  17908-25-7 

Histidine,  A^l-bis-ltrimethylsilyl)-,  trimethylsilyl  ester 

NHSi Me3 
N 1 

^_^-CH2CHC(  0)OSi  Me 3 


/ 

Me3Si 


371  C18Hi4N02PS2  24625-63-6 

Phosphinodithioic  acid,  diphenyl-,  p-nitrophenyl  ester 
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371 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2911 


371  C18H33N3O5  35146-55-5 

Glycine,  iV-[iV-[iV-(l-oxodecyl)-L-alanyl]glycyl]-,  methyl  ester 

MeOC(  0) CH2  NHCOCH2  NHCOCHMe NHCO( CH2 ) 8 Me 


371  C20H18CINO4  1601-18-9 

l//-Indole-3-acetic  acid,  l-(4-chlorobenzoyl)-5-methoxy-2- 
methyl-,  methyl  ester 


ci 


371  C21H25NO5  2115-98-2 

B-Homomorphinan-7-one,  5,6,8, 14-tetradehydro-3-hydroxy- 
2,4,6-trimethoxy-17-methyl-,  (9«,13n)- 


OMe 


371  C2iH45N02Si  56272-83-4 

Octadecanoic  acid,  2-amino-,  trimethylsilyl  deriv. 


H02CCH(NH2)(CH2),5Me  +TMS 
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371  C25H41NO  25943-12-8 

2-Oxazoline,  4, 5-dioctyl- 2-phenyl-,  trans- 


( CH2  ) 7 Me 


Ph 


100 
80 
60 
40 
20 
0 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


2912 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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371  C25H41NO  26015-58-7 

2-Oxazoline,  4,5-dioctyl-2-phenyl-,  cis- 

Ue 

(CH2  ) 7 Me 
Ph 


372  C8H4Fe206S2  15492-14-5 

Iron,  hexacarbonyl[iu-[l,2-ethanedithiolato(2-)-S,S':S,S,]]di-, 
(Fe-Fe) 


372  C9H10I2  53779-84-3 

Benzene,  2,4-diiodo-l,3,5-trimethyl- 
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Me 


1 . . jj 1 j U 

1 d 
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372  CiiH2906PSi3  56009-10-0 

Acetic  acid,  [[bis[(trimethylsilyl)oxy]phosphinyl]oxy]-,  trimethylsilyl 
ester 


OS i Me  3 

I 

MeaSi  OC(O)  CH2  OP  OS  i Me  3 

II 
0 


372  Ci4H28N204Si3  31111-36-1 

4-Pyrimidinecarboxylic  acid,  2,6-bis(trimethylsiloxy)-,  trimethylsilyl 
ester 


Me 3 S i 0)  OS  i Me 3 

N^N 
OS i Me  3 


372 
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372  Ci4H28N204Si3  56804-96-7 

5-Pyrimidinecarboxylic  acid,  2,4-bis[(trimethylsilyl)oxy]-,  tri= 
methylsilyl  ester 

OS  i Me 3 

C(  0)  OS i Me 3 


j ir 


Me3  S i 0 N 
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372  CisHnBrOe  56701-38-3 

a-D-Altropyranoside,  methyl  3-bromo-3-deoxy-4,6-0-(phe= 
nylmethylene)-,  acetate 


6 I OMe 
Br 


372  CieHuCLOe  26891-72-5 

Spiro[benzofuran-2(3//),r-cyclohexane]-2',3,4'-trione,  3',7— di= 
chloro-4,6-dimethoxy-6'-methyl- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


372  C18H12O9  571-67-5 

777-Isobenzofuro[4,5-5][l,4]benzodioxepin-ll-carboxaldehyde, 
l,3-dihydro-l,4,10-trihydroxy-5,8-dimethyl-3,7-dioxo- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


, ll.t.»lllllll|.lll>) 


jl  l_L  ijiitlii.lij.nlltii.jiiii 
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i‘  1 H 1 8 , >-4 1“ 1 1 , , , 1 — 

0- 
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372  C18H16N2O7  37922-02-4 

Pyrrolo[l,2-a]quinoxaline-l,2,3-tricarboxylic  acid,  4,5— di  = 
hydro-5-methyl-4-oxo-,  trimethyl  ester 


MeOCK>)  ^C(  0)  OMe 


C ( 0 ) OMe 


372  C18H32N2O6  56272-46-9 

L-Serine,  iV-[7V-(l-oxohexyl)glycyl]-,  methyl  ester,  hexanoate  (ester) 

C(  0)  OMe 

Me  ( CH2  ) 4 CONHCH2  CONHCHCH2  0C(  0)  ( CH2  ) 4 Me 


372  C20H20O7  7555-80-8 

4Lf-l-Benzopyran-4-one,  2-(2,4-dimethoxyphenyl)-3,5,7-tri= 
methoxy- 
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372  C20H20O7  23004-60-6 

Benzoic  acid,  3,5-diformyl-2,4-dihydroxy-6-methyl-,  3-meth= 
oxy-2,5,6-trimethylphenyl  ester 


372  C21H28N2O4  36459-02-6 

Aspidospermidin-21-oic  acid,  20-hydroxy-17-methoxy-,  methyl 
ester 


372 
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372  CnHuOsSi  22613-62-3 

Palmitic  acid,  2-(trimethylsiloxy)ethyl  ester 

Me3  S i 0CH2CH2  0C(0)  ( CH2  ) 1 4 Me 


372  C2iH4403Si  38429-53-7 

Octadecanoic  acid,  12-[(dimethylsilyl)oxy]-,  methyl  ester 


OSi HMe2 
I 

MeOC(O)  (CH2)i  o CH  ( CH2  ) 5 Me 
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372  C22Hi6N204  26463-61-6 

2-Butene-l,4-dione,  2-(p-nitroanilino)-l,4-diphenyl- 


COPh 

I 

,NHC  = CHCOPh 


372  C22H2805  121-29-9 

Cyclopropanecarboxylic  acid,  3-(3-methoxy-2-methyl-3-oxo- 
l-propenyl)-2, 2-dimethyl-,  2-methyl-4-oxo-3-(2,4-penta:=: 
dienyl)-2-cyclopenten-l-yl  ester 


Me0C(0)CMe=CH 


C(0)0- 


Me  CH2CH=CHCH=CH2 


, , i.i,.  I 

u 

,1  II 

■■  i, . iii.i,. iii|i  i - 

ii,i-  .i  -ji 

ii. ii  . 
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372  C22H28O5  528-63-2 

Furan,  2, 5-bis(3,4-dimethoxyphenyl)tetrahvdro-3, 4-dimethyl-, 
[2fl-(2a,30,40,5a)]- 


MeO 

MeO 


OMe 

OMe 
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372  C22H2805  56336-20-0 

2H, 8//-Benzo[l, 2—6:3, 4-b' ]dipyran-6- propanol,  5-methoxy- 
2,2,8,8-tetramethyl-,  acetate 

Me 
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372  C22H33BO4  30888-38-1 

Pr egn-4-en-3-one,  20-hydroxy-l 7,2 1- [ (methylborylene) bis (oxy ) ] 
(20S)- 


372  C22H33BO4  30888-42-7 

Pregn-4-en-3-one,  20-hydroxy-17,21-[(methylborylene)bis(oxy)]-, 
(20  R)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


372  C22H33BO4  30888-56-3 

Pregnane-3, 20-dione,  17,21-[(methylborylene)bis(oxy)]-,  (5/3)- 
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372  C22H44O4  13879-81-7 

2-Hexadecanol,  l-[(2,2-dimethyl-l,3-dioxolan-4-yl)methoxy]- 


.■.-ll.lililli nlllli. -l.lil I.... -lllil.  ■ ...ill. 

ii ,i 

1 A 
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CH2  OCH2  CH  ( OH ) ( CH2  ) 1 3 Me 


372  C22H44O4  56599-81-6 

1-Hexadecanol,  l-[(2,2-dimethyl-l,3-dioxolan-4-yl)methoxy]- 


CH2  0CH(0H)  (CH2)1  4 Me 


372 
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230  240  250  260  270  280  290  300 

372  C23H16OS2  5245-04-5 

Ethanone,  l,2-diphenyl-2-(4-phenyl-3//-l,2-dithiol-3-ylidene)- 

80  ■ 
60- 
40- 

c^S\e=S;CPhCOPh 

M 

Ph 

20- 

It 

310  320  330  340  350  360  37C 

380  390  400  410  420  430  440  450 

372  C23H16OS2  32783-38-3 

Benzeneacetaldehyde,  ar-(4,5-diphenyl-3H-l,2-dithiol-3-ylidene)- 

Ph 


Ph 


s-s 


372  C23H16OS2  56196-68-0 

Ethanone,  2-(4,5-diphenyl-3H-l,2-dithiol-3-ylidene)-l-phenyl- 


372  C23H17FN2O2  42919-57-3 

2(lff)-Pyrimidinone,  4-(4-fluorophenyl)-5-(4-methylphen  = 
oxy)-6-phenyl- 
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60  70  80  90  100  110  120  130  140  150 
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in  1 il  1 

1 1 1 I1I1  1 
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210  220  230  240  250  260  270  280  290  300 

100- 
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1 ll 

40- 

llju t T l|.lli 

310  320  330  340  350 

b , 

360  370  380  390  400  410  420  430  440  450 
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0- 

. , > « , ill,  nil  1,1  w , 1 , J , 

10  20  30  40  SO  60  70  80  90  100  110  120  130  140  ISO 


372  C23H16OS2  38490-06-1 

Ethanone,  l,2-diphenyl-2-(5-phenyl-3//-l,2-dithiol-3-ylidene)- 


"YV 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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372 


372  ^ C23H20N2O3  b 52512-28-4 

l,8-Dioxa-2,6-diazaspiro[4.4]nonan-7-one,  2,3,6-triphenyl- 


Ph 


372  C23H20N2O3  55780-94-4 

Oxazolo[5,4-d]isoxazol-5(2if)-one,  tetrahydro-6a-methyl- 
2,3,6-triphenyl- 

Ph 


Me 


372  C23H29FO3  33547-25-0 

17a-Pregn-4-en-20-yn-6-one,  3j8-fluoro-l 7-hydroxy-,  acetate 


100 
80 
60 
40 
20 
0 
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372  C23H32O4 

Pregn-4-ene-3,20-dione,  17-(acetyloxy)- 


302-23-8 


372  C23H32O4  1675-95-2 

Pregn-4-ene-3,20-dione,  6-(acetyloxy)-,  (6/3)- 
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372  C23H32O4 

Pregn-4-ene-3,20-dione,  6a-hydroxy-,  acetate 


2076-31-5 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


372  C23H32O4  14279-42-6 

5a-Pregn-16-en-20-one,  5,6a-epoxy-3/3-hydroxy-,  acetate 


160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 


372  C23H32O4  20690-83-9 

Phenol,  2,6-di-tert-butyl-2',6'-dimethoxy-4,4'-methylenedi- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

372  C23H32O4  34209-81-9 

Pregn-5-en-20-one,  3-(acetyloxy)-16, 17-epoxy-,  (3/3, 16a)- 


310  320  330  340  350  360  370  360  390  400  410  420  430  440  460 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 
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372 


372  C23H32O4  34984-80-0 

6//-Oxireno[4,5]benzo[l,2-c] [l]benzopyran-l-ol,  6a, 7, 7a, 8a, = 
9,9a-hexahydro-6,6,8a-trimethyl-3-pentyl-,  acetate,  (6aa,= 
7ad,8a/3,9a/3)- 


372  C23H32O4  38215-39-3 

3//-Oxireno[3,4]benzo[l,2-c]  [l]benzopyran-9-ol,  la, 2, 3a, 4, 9b, = 
9c-hexahydro-la,4,4-trimethyl-7-pentyl-,  acetate,  [laS- 
(laa,3aa,9b/3,9ca)]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


Me ( CH2 ) 4 


90  100  110  120  130  140  150 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


372  C23H32O4  36871-18-8 

6H-Dibenzo[5,d]pyran-9-methanol,  6a,7,10,10a-tetrahydro-l- 
hydroxy-6,6-dimethyl-3-pentyl-,  9-acetate,  (6a R-trans)- 


372  C23H32O4  52613-01-1 

6H-Oxireno[4,5]benzo[l,2-c]  [l]benzopyran-l-ol,  6a, 7, 7a, 8a, = 
9,9a-hexahydro-6,6,8a-trimethyl-3-pentyl-,  acetate,  [6aR- 

(6aa,7aa,8aa:,9a/3)]~ 


372 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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372  C23H32O4  56193-62-5 

Pregn-5-en-20-one,  3-(acetyloxy)-16, 17-epoxy-,  (16a)- 


372  C23H32O4  56193-63-6 

Pregn-16-ene-l  1 ,20-dione,  3-(acetyloxy)- 

Me 


372  C23H32O4  56196-79-3 

19-Norpregn-4-ene-3,20-dione,  17-(acetyloxy)-16-methyl-,  (16a)- 

Me  Ac  0 Ac 


372  C23H3602Si  56227-27-1 

2,4,6,8-Nonatetraenoic  acid,  3,7-dimethyl-9-(2,6,6-trimethyl- 
1-cyclohexen-l-yl)-,  trimethylsilyl  ester,  ( all-E )- 

Me 

Me  / 

= CHCMe  : CHCH  : CHCMe  =CHC(  0)  OS  i Me 3 


Me 
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i.... . . . i ,1 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

372  C24H36O3  1769-67-1 

Pregn-5-en-20-one,  3/3-hydroxy-16/3-methyl-,  acetate 
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372 


372  C24H36O3  1863-41-8 

Pregn-5-en-20-one,  3-(acetyloxy)-16-methyl~,  (3/3, 16a)- 


372  C24H36O3  40924-21-8 

4-Hexadecynoic  acid,  2-(phenylmethoxy)-,  methyl  ester 

C(  0)  OMe 
I 

Me  ( CH2  ) 1 0 C = CCH2  CHOCH2  Ph 


372  C24H40N2O  5874-52-2 

19-Nor-5/3-con-9-enin-6/3-ol,  3d-(dimethylamino)-5-methyl- 


Me 

I 


100-- 
80- 
60- 
40  - 
20- 


372  C24H40N2O  5880-30-8 

19-Nor-5/3-con-9-enin-6a-ol,  3/3-(dimethylamino)-5-methyl- 


Me 

1 


372  C24H4oOSi  56771-58-5 

Silane,  trimethyl[[(17/3)-17-(2-propenyl)estr-4-en-17-yl]oxy]- 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


372 
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372  C25H44N2  6869-45-0 

Pregn-5-ene-3, 20-diamine,  N,N,N',N'-tetramethyl-,  (3/J,20S)- 


372  C25H40O2  56259-13-3 

3,5-Cyclochol-22-en-24-ol,  6-methoxy-,  (3/3,5a,6/3,22E)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


372  C25H40O2  57984-04-0 

3,5-Cyclochol-23-en-22-ol,  6-methoxy-,  (3/3, 5a)- 


372  C26H44O 

26,27-Dinorergost-5-en-3-ol,  (3/3)— 


38819-44-2 


10  20  30  40  50  60  70 

80  90  100  110  120  130  140  150 

I.  -I.  -1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

■. ^ „ L Ul 
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372 


372  C26H44O 

26,27-Dinorergostan-16-one,  (5a)- 


54548-11-7 


372  C26H44O 

26,27-Dinorergost-7-en-3-ol,  (3/3)— 


57983-93-4 


372  C26H44O  56362-44-8 

19-Norcholest-22-en-3-ol,  (3/3,5a,22E)- 


372  C27H48 

Cholestane,  (5a)- 


481-21-0 


372  C27H48  6703-80-6 

Heneicosane,  11-phenyl- 

Me  ( CH2  ) 9 CHPh  ( CH2  ) 9 Me 

100 
80 
60 
40 
20 
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372  C27H48  40071-70-3 

Cholestane,  (5a,  140)- 

Me 


372  C27H48  55282-67-2 

Benzene,  1 ,3,5-trimethyl-2-octadecyl- 

Me 


372  C28H20O  1056-77-5 

Furan,  tetraphenyl- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


373  C7H5CI6N3S  5516-46-1 

1,3,5-Triazine,  2-(ethylthio)-4,6-bis(trichloromethyl)- 


cci  3 


JiL.1 

10  20  30  40  SO  60  70  60  90  100  110  120  130  140  150 

'"""I  I I b i i i 1 i11  11  I ■ 1 i !"  1 '"1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

ill., , . 

310  320  330  3 

40  350  360  370  380  390  400  410  420  430  440  450 

373  Ci5H28N04PSi2  56196-73-7 

Phosphonic  acid,  [(acetylamino)phenylmethyl]-,  bis(trimethylsilyl) 
ester 

OS  I Me 3 

I 

Me  3 S i OP  CHP  h NH  Ac 

II 
O 


2926 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


373  Ci6H32BNOeSi  56196-88-4 

a-D-Glucopyranoside,  methyl  2-(acetylamino)-2-deoxy-3-0- 
(trimethylsilyl)-,  cyclic  butylboronate 


373  C20H24CIN3S  58-38-8 

lOTf-Phenothiazine,  2-chloro-10-[3-(4-methyl-l-piperazinyl)  = 
propyl]- 


ci 


NHAc 


373  C18H31NO3S2  18794-22-4 

2-Pyridinol,  l-acetyl-3,6-bis(fer£-butylthio)-l  ,2, 3,6-16^3= 
hydro-4-methyl-,  acetate  (ester) 


374  C8H6Fe206S2  14878-96-7 

Iron,  hexacarbonylbis[M-(methanethiolato)]di-,  (Fe-Fe) 


GU 

JA 


Me 

l/f 

Fe — S 

OC  -"V/  \ 


CO 

CO 


OC  CO 


40- 

20- 

0 1 

I 1 

1 , nl 

1 ii  1 1 ill  1 

1 1 
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310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


374 
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374  C8H6Fe206S2  19976-87-5 

Iron,  hexacarbonylbis [M~(methanethiolato) ] di— , (Fe-Fe),  stereoisomer 


Me  / 

^S^Fe 

\/_\ 


,C  = 0 
CrO 


OiC — 
Oic' 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


374  C8H6Fe206S2  19976-88-6 

Iron,  hexacarbonylbis [/7-(methanethiolato) ] di-,  (Fe-Fe),  stereoisomer 


Me  / 

\ 
l/l 

,Fe- Sv 


/C=0 

c=o 


OiC' — 

o=c/ 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


374  CioHi7F4MnN2OP2  37725-92-1 

Manganese,  carbonyl(r;5-2,4-cyclopentadien-l-yl)bis(dimethyl= 
phosphoramidous  difluoride-P)- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


374  CuHsFTFeOa  33220-25-6 

Iron,  dicarbonyl(775-2,4-cyclopentadien-l-yl)(2,2,3,3,4,4,4- 
heptafluoro-l-oxobutyl)- 


H 

Xz 

fcs  I ^ 


Fet2 

:^l 


OC  I C(0)CF2  CF2CF3 
CO 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


374  C10H7F13  40723-77-1 

4-Decene,  1,1,1,2,2,5,6,6,9,9,10,10,10-tridecafluoro- 

F3  CCF  2 CH2  CH  = CFCF  2 CH2  CH2  CF  2 CF  3 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 
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374 


374  C11H10O3W  12129-33-8 

Tungsten,  tricarbonyl(p-xylene)- 


374  C11H10O3W  12129-34-9 

Tungsten,  tricarbonyl(l,3,5-cyclooctatriene)- 


374  Ci3H9BrC102PS  30427-90-8 

Phenothiaphosphine,  7-bromo-2-chloro-10-methoxy-,  10-oxide 

MeO  O 
r,  i ' 11 


374  Ci4Hi5Br03S2  56248-41-0 

Propanoic  acid,  3-[[3-(4-bromophenyl)-3-hydroxy-l-thioxo-2- 
propenyl]thio]-,  ethyl  ester 


C(  OH  ) = CHC(  S ) SCH2  CH2  C(  0)  OE  t 


374  C16H22O10  50605-64-6 

Cyclohexanecarboxylic  acid,  l,3,4,5-tetrakis(acetyloxy)-,  methyl 
ester,  [lR-(la,3a,4a,5/3)]- 


374 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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374  CisHisO.I  26105-53-3 

Pyrylium,  2-methyl-4, 6-diphenyl-,  iodide 


Ph 


• I 


374  CisHisO.I  26105-56-6 

Pyrylium,  4-methyl-2, 6-diphenyl-,  iodide 


Ph 


374  CisHasSn 

Stannane,  tributylcyclohexyl- 


( CH2  ) 3 Me 

a„Sn  ( CH2  ) 3 Me 
( CH2  ) 3 Me 


40218-10-8 
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60 
60 
40 
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bill — 

374  CisHisOg  479-20-9 

Benzoic  acid,  3-formyl-2,4-dihydroxy-6-methyl-,  3-hydroxy- 
4-(methoxycarbonyl)-2,5-dimethylphenyl  ester 


Me 


CH  = 0 OH 


374  CigHisOg  13509-93-8 

4H-l-Benzopyran-4-one,  2-(3,4-dimethoxyphenyl)-5,6-di:= 
hydroxy-7, 8-dimethoxy- 

MeO 


ho  o 


374  CigHigOg  40522-42-7 

4/7-l-Benzopyran-4-one,  3,8-dihydroxy-5,6,7-trimethoxy-2- 
(4-methoxyphenyl)- 
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374 


374  C20H18N6O2  13615-29-7 

2-Pyrazolin-5-one,  4,4'-azobis[3-methyl-l-phenyl- 

Me  Me 


374  C20H22O7  29799-49-3 

3,4-Flavandiol,  3',4',7-trimethoxy-,  3-acetate,  frans-2,3,ds-2,4-(+)- 


374  C20H22O7  40801-29-4 

1,2-Dibenzofurandicarboxylic  acid,  3,9b-dihydro-7,9-dimeth= 
oxy-4,9b-dimethyl-,  dimethyl  ester 


C(  0)  OMe 
C(  0)  OMe 


374  C20H22O7  55670-14-9 

2/f-l-Benzopyran-3,4-diol,  2-(3,4-dimethoxyphenyl)-3,4-di= 
hydro-7-methoxy-,  4-acetate,  (2a,3/3,4a)-(+)- 


374  C20H22O7  56247-77-9 

1,2-Dibenzofurandicarboxylic  acid,  l,9b-dihydro-7,9-dimeth= 
oxy-4,9b-dimethyl-,  dimethyl  ester 


C(  0)  OMe 
C(  0)  OMe 


100 
so 
so 

40 
20 
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374  C20H26N2O5 

Gelsedine,  14-hydroxy-l  1-methoxy- 


41478-09-5 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 


■ -■■l.l.  - 

*1-^  i‘ ‘‘t11- 

, ..lli  , , . le.ii  , ■ ■ . , , , 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 
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374  C21H27CIN2O2  68-88-2 

Ethanol,  2-[2-[4-[(4-chlorophenyl)phenylmethyl]-l-piperazi= 
nyl]ethoxy]- 


HOCH2  CH2  OCH2  ch2 


374  C22H14O6  28164-57-0 

[2,2'-Binaphthalene]-l,4,5',8'-tetrone,  1 ' ,5-dihydroxy-3'  ,7-d  imethyl- 


10  20  30  40  50  60  70 

80  90  100  110  120  130  140  150 

1 . 

160  170  180  190  200  210  220 

■ i i i i i i i 

230  240  250  260  270  280  290  300 

. i,l 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


374  C22H27CIO3  19669-93-3 

Androsta-2,4,6-triene-2-carboxaldehyde,  3-chloro-17/3-hydroxy-, 
acetate 


Me 


374  C22H30O5  1172-63-0 

Cyclopropanecarboxylic  acid,  3-(3-methoxy-2-methyl-3-oxo- 

1- propenyl)-2, 2-dimethyl-,  2-methyl-4-oxo-3-(2-pentenyl)- 

2- cyclopenten-l-yl  ester 


Me OC(  0)  CMe  =CH 
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374 


374  C22H30O5  19427-33-9 

4aa,4b/3-Gibbane-la,10j3-dicarboxylic  acid,  4a-formyl-l- 
methyl-8-methylene-,  dimethyl  ester 


■il.  .. .I.I.i  1 i l l . I1I.I1. . ill!...,  i ili., . Jililll,.  .llili  li  , lililll.l, 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

1.  III.. 

160  170  180  190  200  210  220 

230  240  250  260  270  280 

290  300 

L 

Li . 

— 1*“  — 1 — 1 — 1 r ^ ^ 1 1 1 — u — 1 1 1 1 1 1 1 1 — 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


374  C22H3403Si  49774-80-3 

Androst-5-ene-ll,17-dione,  3-[(trimethylsilyl)oxy]-,  (3/3)— 

Me 


374  C22H35BO4  30888-60-9 

Pregnan-20-one,  3-hydroxy-17,21-[(methylborylene)bis(oxy)]-, 
(3a, 5/3)- 


374  C22H30O5  19896-54-9 

5/3-Androst-7-ene-6, 17-dione,  2/3, 3/3, 14-trihydroxy-,  cyclic  2,3-acetal 
with  acetone 


Me 


374 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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374  C23H34O4  143-62-4 

Card-20(22)-enolide,  3,14-dihydroxy-,  (3/3, 5/3)- 


374  C23H34O4  566-78-9 

Pregn-5-en-20-one,  21-(acetyloxy)-3-hydroxy-,  (3/3)— 
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374  C23H34O4  466-09-1 

Card-20(22)-enolide,  3,14-dihydroxy-,  (3/3,5 a)- 


374  C23H34O4  1863-39-4 

Pregn-5-en-20-one,  3-(acetyloxy)-17-hydroxy-,  (3/3)- 
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374 


374  C23H34O4  6661-94-5 

Pregnan-20-one,  3-(acetyloxy)-5, 6-epoxy-,  (3/3, 5/3, 6/3)- 


374  C23H34O4  14148-09-5 

Pregnan-20-one,  3-(acetyloxy)-5, 6-epoxy-,  (3/3, 5a, 6a)- 
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374  C23H34O4  10343-51-8 

Pregn-5-en-20-one,  3,17-dihydroxy-,  3-acetate 


374  C23H34O4  56193-60-3 

Pregnane-1 1,20-dione,  3-(acetyloxy)-,  (3a)- 


374 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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374  C23H34O4  56273-07-5  374  C24H30N4 

Pregn-5-en-20-one,  3,17-dihydroxy-,  monoacetate,  (3/3)—  Calycanthidine,  l'-methyl- 


6879-55-6 


+ H02CM; 
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374  C23H38N2O2  3091-37-0 

5/3-Pregnane-3,20-dione,  bis(O-methyloxime) 


374  C24H38O3  5419-51-2 

Androst-5-en-17/3-ol,  3d-[(tetrahydro-2H-pyran-2-yl)oxy]- 

Me 


374  C24H420Si  7604-81-1 

Silane,  [(4,4-dimethylandrost-5-en-3/3-yl)oxy]trimethyl- 


Me 
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374  C24H42OSi 

Silane,  trimethyl [ [(3/?)-pregn-5-en-3-yl] oxy ] * 


55282-44-5 
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374  C25H18N4  51659-05-3 

[ 1,2, 4] Triazolo[4,3-a] quinoline,  l,2-dihydro-l-phenyl-2-(2- 
quinolinyl)- 
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374  C25H42O2 

Cholan-24-oic  acid,  methyl  ester,  (5/3)- 


2204-14-0 


CHMe CH2  CH2  C(  0)  OMe 
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374  C25H42O2  56051-53-7 

Cyclopropanebutanoic  acid,  2-[[2-[[2-[(2-pentylcyclopropyl)  = 
methyl]cyclopropyl]methyl]cyclopropyl]methyl]-,  methyl  ester 
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/L 
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( CH2  ) 3 C(  O)  OMe 
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374  C25H46N2  1172-08-3 

5a-Pregnane-3/3,20a-diamine,  N ,N ,N' .W-tetramethyl- 
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374  C27H50 

l,r:3’,l"-Tercyclopentane,  2'-dodecyl- 


( CH2 ) 1 1 Me 


55282-68-3 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


374  C27H50 

Acenaphthylene,  dodecahydro-5-pentadecyl- 


55282-69-4 


( CH2  ) 1 4 Me 


374  C27H50  55429-36-2 

Cyclohexane,  l,l’-[4-(2-cyclohexylethyl)-l,7-heptanediyl]bis- 


(CH2)3 
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CH2CH2CH(CH2)3 
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374  C28H22O 

Cyclohexanone,  2,6-bis(l-naphthylmethylene)- 


18977-34-9 
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374  C28H38  55282-70-7 

1//-Indene,  5,5'-(l,10-decanediyl)bis[2,3-dihydro- 


( ch2  ) 1 0 


375  C12H6CI2CUN2O4  30993-28-3 

Copper,  bis(4-chloro-3,5-cyclohexadiene-l,2-dione  2-oximato- 

N2,0l)- 


375  C18H21N3O6  34297-77-3 

1,2,3-Butanetriol,  l-(2-phenyl-2,H-l,2,3-triazol-4-yl)-,  triacetate 
(ester),  [1S-(1R*,2S*,3S*)]- 


Ph 


OAc 

OAc 
I I 

CHCHCHMeOAc 
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375  C2oH22C1N04  24735-19-1 

7a,9c-(Iminoethano)phenanthro[4,5-6cd]furan-8-ol,  5a-chloro- 
4aa,5,8a,9-tetrahydro-3-methoxy-12-methyl-,  acetate  (ester) 


ci 


375  C2oH25N06  55400-10-7 

Morphinan-6-one,  4,5-epoxy-14-hydroxy-8-(2-hydroxyeth:= 
oxy)-3-methoxy-17-methyl-,  (5a, 8/3)- 


375 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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375  C2oH29N04Si  55373-83-6 

Benzeneacetic  acid,  a-[[(trimethylsilyl)oxy]methyl]-,  9- 
methyl-3-oxa-9-azatricyclo[3.3.1.02’4]non-7-yl  ester,  [7(S)~ 
(la,  2/3, 4/3, 5a, ‘ 7/3)]- 


375  C21H23CIFNO2  52-86-8 

1-Butanone,  4-[4-(4-chlorophenyl)-4-hydroxy-l-piperidinyl]- 
l-(4-fluorophenyl)- 


-CO(CH2)3 N 
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375  C22H29NO2.CIH  1639-60-7 

Benzeneethanol,  a-[2-(dimethylamino)-l-methylethyl]-a-phenyl-, 
propanoate  (ester),  hydrochloride,  [S-(/?*,S*)]~ 


CH2Ph 
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Me2NCH2CHMeCPh0C(0)Et  • HCI 
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375  C23H18CINO2  21326-94-3 

Acetophenone,  2-[5-(p-chlorophenyl)-3-phenyl-2-isoxazolin-5-yl]- 
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375  C23H37NOS  4678-96-0 

Spiro [5a-androstane-3,2'-thiazolidine],  3'-acetyl- 
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375 


375  C23H37NO3  55331-91-4 

/3- Alanine,  AL(3-hydroxyandrost-5-en-17-yl)-Ar-methyl- 


Me 


375  C24H41NO2  55493-80-6 

Pregnane-3, 20-diol,  19-[(l-methylethylidene)amino]-,  (3/3)— 

Me 


375  C26H33NO  23929-99-9 

l'H-5a-Androst-2-eno[3,2-5]indol-17-one,  l'-methyl- 

Me 


375  C26H33NO  55282-43-4 

Morphinan,  3-methoxy-6-methyl-17-(2-phenylethyl)-,  (6a)- 

Me 


376  C9H21ISn  7342-45-2 

Stannane,  iodotripropyl- 

Pr  3 Sn I 


376 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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376  Ci2F8Se  16012-85-4 

Dibenzoselenophene,  octafluoro- 


F F 


F F 


376  CuHieSe  21404-64-8 

2,4,6,8,9,10-Hexathiaadamantane,  1 -benzyl-3, 5, 7-trimethyl- 


Me 


376  C14H18CI2N4O4  50649-04-2 

L-Arginine,  N2-[(2,4-dichlorophenoxy)acetyl]- 
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376  CisHszOsSis  55334-16-2 

2-Hexenedioic  acid,  2-[(trimethylsilyl)oxy]-,  bis(trimethylsilyl)  ester 


OS i Me  3 
I 

Me3 S i 0C(0)CH2CH2CH--CC(0)0SiMe3 


376  CisHsaOsSis  56272-88-9 

Hexanedioic  acid,  2-oxo-,  tris(trimethylsilyl)  deriv. 


H02C(CH2)3C0C02H  + 3TMS 


376  C16H24O10  7226-60-0 

Galactitol,  1-deoxy-,  pentaacetate,  D- 

OAc 

AcO  OAc 
I I I 

Ac  OCHMe CHCHCHCH2  OAc 
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376  Ci6H36Ge2  56437-95-7 

1,4-Digermacyclohexane,  l,l-dibutyl-4,4-diethvl- 

(CHi ) 3 Me 
~ ( CH2  ) 3 Me 

Ge  ) 

Et  / 

Et 


376  Ci6H36Ge2  56438-27-8 

Germacyclopentane,  l-butyl-l-[2-(triethylgermyl)ethyl]- 

C,CH2  CH2  GeE  t 3 
Ge  _ 

' ( CH2  ) 3 Me 
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376  Ci6H4oN202Si3  25824-43-5 

Lysine,  N2,Ne,N6-tris{trimethy\si\y\)-,  methyl  ester,  L- 

NHS  i Me 3 SiMe3 

I I 

Me OC(  0)  CH ( CH2  ) 4 NSi  Me3 
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376  Ci6H4oN202Si3  56273-13-3 

L-Lysine,  tris(trimethylsilyl)-,  methyl  ester 


Me0C(0)CH(NH2)(CH2)4NH2  +3TMS 


376  Ci7H2oN406  83-88-5 

Riboflavin 

CH2  CH(  OH)  CH(  OH)  CH(  OH)  CH2OH 


0 


376 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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376  Ci8H24N205Si  57346-74-4 

2,4,6(l#,3H,5H)-Pyrimidinetrione,  l,3-dimethyl-5-[2-oxo-3- 
[(trimethylsilyl)oxy]propyl]-5-phenyl- 


376  Ci8H28N2C>3Si2  52937-73-2 

2,4,6(l//,3H,5/f)-Pyrimidinetrione,  5-ethyl-5-phenyl-l,3-bis= 
(trimethylsilyl)- 


o 


i 

Si  Me 3 


376  Ci9Hi6FeN203  15651-58-8 

Iron,  tricarbonyl[N,iV,-(dimethylethanediylidene)dianiline]- 
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376  C19H21CIN2O2S  14734-77-1 

Phenothiazin-3-ol,  8-chloro-10-[3-(dimethylamino)propyl]-,  acetate 
(ester) 


( CH2 ) 3 NMe  2 


376  C19H21CIN2O2S  20333-80-6 

10//-Phenothiazin-3-ol,  2-chloro-10-[3-(dimethylamino)propyl]-, 
acetate  (ester) 

( CH2 ) 3 NMe  2 

Cl 
OAc 
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376  C19H21CIN2O2S  20333-81-7 

10/f-Phenothiazin-2-ol,  8-chloro-10-[3-(dimethylamino)propyl]-, 
acetate  (ester) 


(CH2 ) 3 NMe2 


376  _ C19H21CIN2O2S  56438-24-5 

10H-Phenothiazin-4-ol,  8-chloro-10-[3-(dimethylamino)propyl]-, 
acetate  (ester) 


{ CH2 ) 3 NMe 2 


OAc 


376  Ci9H28N204Si  55282-38-7 

2,4,6(1H,3//,5LO-Pyrimidinetrione,  l,3,5-triethyl-5-[4-[(tri= 
methylsilyl)oxy]phenyl]- 
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376  C19H36N2Si3  55334-17-3 

l/i-Indole-3-ethanamine,  A^./V,l-tris(trimethylsilyl)- 


S i Me  3 
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CH2  CH2  NS  i Me3 
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Si  Me 3 


376  C21H25CIO4  14962-87-9 

Androsta-3,5-diene-2,7-dione,  3-chloro-17/3-hydroxy-,  acetate 

Me 
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376  C22H32O3S  58003-47-7 

l//-Cyclopenta[a]pentalen-7-ol,  decahydro-3,3,4,7a-tetramethyl-, 
4-methylbenzenesulfonate 


376  C22H32O5  19892-43-4 

5/3-Androst-7-en-6-one,  2/3,3d,14,17d-tetrahydroxy-,  cyclic  2,= 
3-acetal  with  acetone 


376  C22H32O5  4968-37-0 

4aa,4bjS-Gibbane-l«,10/3-dicarboxylic  acid,  2|8-hydroxy-l,4a- 
dimethyl-8-methylene-,  dimethyl  ester 


10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

..lillllllL..iJilim.i.i..J.lllli.l..l.  l.lllli  ...  lilil.nl.  In.iihl .1 

l.ll.  ...  1 lllll.  Hill.. iIl 

1 ■ 1 1 l 1 1 1 1 1 1 1 1 1 1 

160  170  180  190  200  210  220  230  240  250  260  270  280  290  300 

-I.  ... 

,1*.  II.  , *■  *,  , LU | | 1 1 1 1 1 1 ' "I 1 1 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


Me 


376  C22H32O5  57289-51-7 

1-Phenanthrenecarboxylic  acid,  tetradecahydro-7-(2-methoxy- 
2-oxoethylidene)-l,4a,8-trimethyl-9-oxo-,  methyl  ester,  [lS- 
(la,4aa,4b/3,8/3,8aa,10ad)]- 
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376  C22H3603Si  5042-90-0 

Androstane-ll,17-dione,  3-[(trimethylsilyl)oxy]-,  (3a, 5/3)— 


376  CaHaeOsSi  25876-74-8 

Androstane-ll,17-dione,  3-[(trimethylsilyl)oxy]-,  (3a, 5a)- 

Me 
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376  C22H3603Si  56700-95-9 

4-Dodecen-3-one,  l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]- 

Me  0.  /CH2  CH2  COCH  : CH  ( CH2  ) 6 Me 


Me  3 S i 0 
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376  C22H37BO4  30882-62-3 

Pregnane-3, 11, 17, 20-tetrol,  cyclic  17,20-(methylboronate), 
(3a,  5(8, 11/3, 2072)- 


Me 


376  C22H37BO4  30882-70-3 

Pregnane-3, 11, 20, 21-tetrol,  cyclic  20,21-(methylboronate), 
(3a, 5a, 11/3,205)- 


376 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 
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376  C22H37BO4  30882-72-5 

Pregnane-3, 11, 20, 21-tetrol,  cyclic  20,21-(methvlboronate), 
(3a,5a, 110,207?)- 


376  C23H20O5  55282-36-5 

477-l-Benzopyran-4-one,  2,3-dihydro-3-hydroxy-5,7-dimeth= 
oxy-2,3-diphenyl- 


376  C23H36O4  5456-44-0 

Pregnan-20-one,  3-(acetyloxy)-17-hydroxy-,  (30,5a)- 
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376  C23H36O4  56193-58-9 

Pregnan-20-one,  21-(acetyloxy)-3-hydroxy-,  (5a)- 


376  C23H4o02Si  57397-40-7 

Androst-5-en-17-ol,  17-methyl-3-[(trimethylsilyl)oxy]-,  (30,170)- 
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376  C24H28N2O2  52882-87-8 

Piperidine,  l,r-([l,l'-biphenyl]-4,4'-diyldicarbonyl)bis- 
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376  C24H40O3 

Chol-7-ene-3,12,24-triol,  (3a, 5/3, 12a)- 


Me 


54411-71-1 


100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

100 
80 
60 
40 
20 
0 

310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


10  20  30  40  50 

60  70 

80  90  100  110  120  130  140  150 

L, L 

160  170  180  190  200  210  220 

230  240  250  260  270  280  290  300 

i lL 

L 

376  C24H44OSi  54412-05-4 

Silane,  [[(3/3,5a)-4,4-dimethylandrostan-3-yl]oxy]trimethyl- 


Me 
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376  C25H20N4  18277-98-0 

Azobenzene,  4,4"-methylenebis- 


376  C25H28O3  50-50-0 

Estra-l,3,5(10)-triene-3,17-diol  (17/3)-,  3-benzoate 


Me 


377 
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376  C26H32O2  860-25-3 

1,4-Naphthalenedione,  2-methyl-3-(3,7,ll-trimethyl-2,6,10- 
dodecatrienyl)-,  (E,E)~ 


376  C27H36O 

Phenol,  2,4,6-tris(bicyclo[2.2.1]hept-2-yl)- 


55282-40-1 


377  C14H14F7NO3  13230-87-0 

Butyramide,  ,/V-(3,4-dimethoxyphenethyl)-2,2,3,3,4,4,4-heptafluoro- 


CH2CH2NHCOCF2  CF2  CF3 


100-- 
80- 
60- 
40- 
20- 
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377  Ci5H9Br2NO  19062-92-1 

3,1-Benzoxazepine,  7-bromo-2-(p-bromophenyl)- 


Br 


377  C15H17CI2NO6  56805-15-3 

L-Glutamic  acid,  N-[(2,4-dichlorophenoxy)acetyl]-,  dimethyl  ester 


ci 


C(  0)  OMe 
1 

OCH2  CONHCHCH2  CH2  C(  O)  OMe 
Cl 
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377  CieHssNOsSh  55591-03-2 

/3-Alanine,  N-[3,3-dimethyl-l-oxo-2,4-bis[(trimethylsilyl):= 
oxyjbutyl]-,  methyl  ester,  (Ri- 


os i Me  3 
I 

MeOC(  0)  CH2  CH2  NHC0CHCMe2  CH2  OSi  Mes 


377  C17H23N5O5  22365-00-0 

L-Proline,  l-[iV-(5-oxo-L-prolyl)-L-histidyl]-,  methyl  ester 

H 

.N. 


N COCHNHCO 


C(  0)  OMe 


377  C18H25NO2.C2H2O4  53649-39-1 

2,6-Methano-3-benzazocin-ll-ol,  l,2,3,4,5,6-hexahydro-8- 
methoxy-3,ll-dimethyl-6-(2-propenyl)-,  (2a, 6a, HR*)-,  eth= 
anedioate  (1:1)  (salt) 


ch2ch=ch2 


. ho2cco2h 


100 
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40 
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377  C2iH35N03Si  56784-17-9 

6-Nonenamide,  AM[3-methoxy-4-[(trimethylsilyl)oxylphe= 
nyl]methyl]-8-methyl-,  {E)~ 


377  Ci8Hi9N06S  40535-15-7 

2-Pyrrolidinone,  l-(5,6-dihydro-8,9-dimethoxynaphth[2,l-c]  = 
[ 1 ,2]oxathiin-2-yl)-,  S,S-dioxide 


u 

ui 1 L 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

CH2NHCO(CH2  ) 4 CH  : CHCHM6  2 


377  C24H27NCL  55925-24-1 

2-Propenoic  acid,  3-phenyl-,  6-hydroxy-8-methyl-2-(phenyl=: 
methyl)-8-azabicyclo  [3.2.1]  oct-3-yl  ester 


378 
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377  C26H35NO  55282-45-6 

r//-Androst-16-eno[16,17-6]indol-3-ol,  l'-methyl-,  (3/3, 5«)- 


Me 


378  C8H2Cl8  2142-29-2 

Benzene,  l,4-dichloro-2,5-bis(trichloromethyl)- 

cci  3 
ci 


378  C^HsCLO  60-57-1 

2,7:3,6-Dimethanonaphth[2,3-fe]oxirene,  3,4,5,6,9,9-hexachloro- 
la,2,2a,3,6,6a,7,7a-octahydro-,  {\aa,20,2aaj!>f5fififiaa,lfi,laa)- 


ci  ci 
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378  Ci2H8Cl60  72-20-8 

2,7:3,6-Dimethanonaphth[2,3-5]oxirene,  3,4,5,6,9,9-hexachloro- 
la,2,2a,3,6,6a,7,7a-octahydro-,  (laa,2/3,2a/3,3a,6a,6a/3,7/3,7aa)- 


100- 
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60- 

40- 

20- 

.1  J.lilll.l  l-l.lll. 

10  20  30  40  50  60  70  80  90  100  110  120  130  140  150 

80  - 
60- 
40  ■ 
20- 

i iL'i.iii.i.  1 1,  . . | 

160  170  180  190  200  210  220  230  240  250  260 

270  280  290  300 

80- 

60- 

40- 

20- 

i l.  , i.l.i, i1l_ _ 

310  320  330  340  350  360  370  360  390  400  410  420  430  440  450 

378  C12H14N2S6  57274-49-4 

2,4,6,8,9,10-Hexathiatricyclo[3.3.1.1',7]decane-l,3-dipropanenitrile, 
5,7-dimethyl- 


CH2CH2CN 


Me 


100 

80 

60 
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378  C13H6CI4N2OS  13997-29-0 

Thiocyanic  acid,  4-amino-2-chloro-5-(2,4,5-trichlorophenoxy)  = 
phenyl  ester 


378  CuHeCLCL  28604-90-2 

Peroxide,  bis(dichlorobenzoyl) 


378  C14H26N4O4S2  56666-58-1 

9, 14-Diazatricyclo[6.3. 2. 12.7]  tetradec-10-ene-9, 14-disulfonamide, 
N,N' -dimethyl- 


378  C14H26N4O8  17350-57-1 

Carbamic  acid,  1,2-ethanediylidenetetrakis-,  tetraethyl  ester 

NHC(  0)  OE  t 

NHC(  O)  OE  1 
I I 

E t OC(  0) NHCHCHNHC( 0) OEt 


378  CisHuCROSi  55683-17-5 

Silane,  trimethyl[(2,2',5,5'-tetrachloro[l,l'-biphenyl]-3-yl)oxy]- 


ci 


378 
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378  CisHuCLOSi  55683-18-6 

Silane,  trimethyl[(2,2',5,5'-tetrachloro[l,l'-biphenyl]-4-yl)oxy]- 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


378  CisHuCLOSi  55683-19-7 

Silane,  trimethyl[(2',3,5',6-tetrachloro[l,l'-biphenyl]-2-yl)oxy]- 


OSi Me 3 

ci  ci 


1 ,1 
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378  C15H14F8O2  18770-69-9 

Benzoic  acid,  2,4,6-trimethyl-,  2,2,3,3,4,4,5,5-octafluoropentyl  ester 


Me 


378  CisH^OsSia  33648-66-7 

D-arabino- Hexonic  acid,  3-deoxy-2,5,6-tris-0-(trimethylsilyl)-, 
7-lactone 


OTMS 

I 

TMSOCH2CH 
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378  Ci5H3405Si3  34641-57-1 

D-eryt/rro-Pentonic  acid,  3-deoxy-2,5-bis-0-(trimethylsilyl)- 
2-C-[[(trimethylsilyl)oxy]methyl]-,  7-lactone 


OTMS 


378  C15H3405Si3  55570-77-9 

D-Ribonic  acid,  2-C-methyl-2,3,5-tris-0-(trimethylsilyl)-,  lactone 


378  Ci5H3405Si3  55570-78-0 

D-rifao-Hexonic  acid,  3-deoxy-2,5,6-tris-0-(trimethylsilyl)-,  lactone 

TMSOCHg 

TMSOCH 


OTMS 


378  Ci5H3405Si3  55570-79-1 

D-threo-Pentonic  acid,  3-deoxy-2,5-bis-0-(trimethylsilyl)-2- 
C-[[(trimethylsilyl)oxy]methyl]-,  lactone 


TMSO  OTMS 


CH2OTMS 
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378  Ci5H3405Si3  55590-95-9 

Pentanedioic  acid,  3-methyl-3-[(trimethylsilyl)oxy]-,  bis(tri= 
methylsilyl)  ester 

OS i Me  3 
I 

MeaSi  OC(  O)  CH2  CMeCH2  C(  O)  OSi  Me3 


378 


EPA/NIH  MASS  SPECTRAL  DATA  BASE 


2955 


378  CielLeOio  19318-51-5 

Mannitol,  2,4-di-O-methyl-,  tetraacetate,  D- 

OAc  OAc 

I I 

Ac OCH2  CH(  OMe ) CHCH(OMe) CHCH2  OAc 
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378  CreHaeOio  24406-90-4 

Mannitol,  2,4-di-O-methyl-,  tetraacetate,  D- 

OAc  OAc 

I I 

Ac  OCH2  CH(  OMe  ) CHCH(  OMe  ) CHCH2  OAc 
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378  C17H26N6O4 

L-Norleucinamide,  5-oxo-L-prolyl-L-histidyl- 


conh2 

1 

CONHCH ( CH2 ) 3 Me 
CONHCHCH2 


37666-93-6 


378  CisHisCIOy  23363-64-6 

4//-l-Benzopyran-4-one,  2-(3-chloro-2-hydroxyphenyl)-5- 
hydroxy-3,7,8-trimethoxy- 


MeO 


378  CielLeOio  56270-97-4 

Mannitol,  1,4-di-O-methyl-,  tetraacetate 


OAc 

Ac  0 OAc 

I I I 

AcOCH2  CHCH( OMe ) CHCHCH2  OMe 


378  C18H18O9  19665-39-5 

4,5-Benzofurandicarboxylic  acid,  7-(l,2-dicarboxyvinyl)-6,7- 
dihydro-,  tetramethyl  ester 


Me  OC(  0) 
MeOC(  0)  CH:C 


MeOC( 


C(  0)  OMe 
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378  C19H26N2O6  50611-14-8 

(8-L-Altropyranoside,  phenylmethyl  2,4-bis(acetylamino)-2,4,6- 
trideoxy-,  3-acetate 


NH  Ac 


378  C19H26N2O6  50611-15-9 

/3-L-Idopyranoside,  phenylmethyl  2,4-bis(acetylamino)-2,4,6- 
trideoxy-,  3-acetate 


NHAc 
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378  C19H26N2O6  50611-20-6 

/3-L-Talopyranoside,  phenylmethyl  2,4-bis(acetylamino)-2,4,6- 
trideoxy-,  3-acetate 


10 

AcNH|  I 0CH2Ph 
AcO  NHAc 


378  C19H26N2O6  55429-21-5 

Propanoic  acid,  2,2-dimethyl-,  [3-(2,2-dimethyl-l-oxoprop= 
oxy)-2,3,3a,8a-tetrahydro-5-oxo-5i7-furo[3',2':3,4]azeto[l,2- 
a]pyrimidin-2-yl]methyl  ester,  [2S-(2a,3/3,3al3,8aa0)]- 


378 
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378  C20H26O7  6902-17-6 

4aa,4b/3-Gibbane-la,10/3-dicarboxylic  acid,  2d,3d,4a,7-tetra= 
hydroxy-l-methyl-8-methylene-,  l,4a-lactone,  methyl  ester 


C(  0)  OMe 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 

378  C21H14O7  20982-41-6 

5,12-Naphthacenedione,  8-acetyl-6,10,ll-trihydroxy-l-methoxy- 


MeO  0 OH  OH 


378  C2iH22N403  56804-91-2 

l/f-Pyrazolo[3,4-6]quinoxaline,  l-phenyl-3-(l,2,3-trimethoxy= 
propyl)-,  [S-(R*,S*)]~ 

Ph 

I 

Nv 


aw 


CH(  OMe  ) CH(  OMe  ) CH2  OMe 
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378  C21H30O6  981-03-3 

2-Cyclopenten-l-one,  3,4,5-trihydroxy-5-(3-methyl-2-bute= 
nyl)-2-(3-methyl-l-oxobutyl)-4-(4-methyl-l-oxo-3-pentenyl)- 


COCH2  CH  =CMe2 
OH 


Me2  CHCH2  CO  OH 


310  320  330  340  350  360  370  380  390  400  410  420  430  440  450 


378  C21H30O6  24148-76-3 

Picras-2-ene-l,16-dione,  ll,12-dihydroxy-2-methoxy-,  (11a, 12/3)- 


till. 

llllllllllllillll 
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378  C21H30O6  26110-47-4 

2-Cyclopenten-l-one,  3,4,5-trihydroxy-2-isovaleryl-5-(3- 
methyl-2-butenyl)-4-(4-methyl-3-pentenoyl)-,  stereoisomer 


Me2  CHCH2  CO  OH 


378  C21H30O6  26146-35-0 

2-Cyclopenten-l-one,  3,4,5-trihydroxy-2-isovaleryl-5-(3- 
methyl-2-butenyl)-4-(4-methyl-3-pentenoyl)-,  stereoisomer 


Me2CHCH2CO  oh 


378  C21H30O6  32231-43-9 

1-Phenanthrenecarboxylic  acid,  7-(carboxymethylene)tetrade=: 
cahydro-9-hydroxy-l,4a,8-trimethyl-10-oxo-,  1-methyl  ester, 

[lS-(la,4aa,4bd,7£,8/3,8aa,9a,10ad)]- 
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378  C21H30O6  38574-28-6 

l,7-Dioxadispiro[4.0.5.3]tetradec-12-ene-ll,14-dione,  12- 
hydroxy-2,2,8,8-tetramethyl-13-(3-methyl-l-oxobutyl)- 


COCH2  CHM6  2 
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378  C21H30S3  51849-42-4 

Trispiro[l,3,5-trithiane-2,2':4,2":6,2"'-trisbicyclo[2.2.1]heptane] 


378 
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378  C22H18O2S2  54699-17-1 

Carbonodithioic  acid,  0-(2-oxo-l,2-diphenylethvl) 

PhCH2SC( S) OCHPhCOPh 


378  C22H31FO4  30882-12-3 

Estr-5(10)-ene-6/3,17d~diol,  3/3-fluoro-,  diacetate 

Me 
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eo- 
00  - 

4C  - 
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378  C22H34O5  56554-83-7 

Benzenedodecanoic  acid,  3-methoxy-2-<methoxy  carbonyl)-,  methyl 
ester 


(CH2)ii  C(O)0Me 


OMe 
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378  C22H31FO4  56890-09-6 

Estr-5(10)-ene-6,12-diol,  3-fluoro-,  diacetate,  (3d,6£,12d)- 


378  C22H3803Si  4867-16-7 

5/J-Androstan-17-one,  lld-hydroxy-3a-(trimethylsiloxy)- 
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378  C22H3803Si  17562-91-3 

5a-Androstan-17-one,  ll/3-hydroxy-3a-(trimethylsiloxy)- 
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378  C23H26N203  56053-40-8 

2,20-Cycloaspidospermidine-l-carboxaldehyde,  3-[(acetyl= 
oxy)methyl]-6, 7-didehydro-,  (2a, 3d, 5a,  12/3, 19a, 20R)- 


CH : 0 CH2  OAc 


, ii 
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378  C23H3804  35474-99-8 

5,8,11,14-Eicosatetraenoic  acid,  2,3-dihydroxypropyl  ester,  ( all-Z)- 


Me(CH2)4(CH=CHCH2)4CH2CH2C(0)0CH2CH(0H)CH20H 


378  C23H4202Si  56771-59-6 

Androstan-17-ol,  17-methyl-3-[(trimethylsilyl)oxy]-,  (3d, 5a, 17/3)- 
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378  C24H3oN2C>2  56053-35-1 

2,20-Cycloaspidospermidine-3-methanol,  6,7-didehydro-l-ethyl-, 
acetate  (ester),  (2a, 3/3, 5a, 12/3, 19a, 20i?)- 


Et  CH2  OAc 
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378  C26H22N2O  29325-53-9 

Acetanilide,  2'-(diphenylamino)-Ar-phenyl- 

NPh2 

N(  Ac )Ph 
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Acetanilide,  4-(diphenylamino)-iV-phenyl- 

N ( Ac  ) P h 
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Phenol,  3-(phenylmethyl)-4-[[2-(phenylmethyl)phenyl]azo)- 
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378  C26H34O2  56324-32-4 

1,4-Naphthalenedione,  2-methyl-3-(3,7,ll-trimethyl-2,10-do::::: 
decadienyl)- 


CH2  CH  : CMe  ( CH2  ) 3 CHMe  CH2  CH2  CH  : CMe2 


378  C26H50O 

4-Heneicosanone,  1-cyclopentyl- 


( CH2  ) 3 C0(  CH2  ) 1 6 Me 


56247-96-2 


378  C27H54 

Cyclopentane,  (2-decyldodecyl)- 


( CH2  ) 9 Me 
CH2  CH  ( CH2  ) 9 Me 


6703-79-3 


378  C27H54  6703-99-7 

Cyclohexane,  (1-decylundecyl)- 

( CH2  ) 9 Me 
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^\^CH(CH2)9Me 
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Cyclohexane,  1 ,3,5-trimethyl-2-octadecyl- 
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379  C13H15F6NO5  57983-26-3 

L-Proline,  l-(trifluoroacetyl)-4-[(trifluoroacetyl)oxy]-,  1- 
methylpropyl  ester,  trans- 


s -Bu  OC( 


vv 
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0C(0)CF3 
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D-erythro-Pentose,  2-deoxy-3,4,5-tris-0-(trimethylsilyl)-,  0- 
methyloxime 

OS i Me  3 

OS i Me  3 
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Me  ON : CHCH2  CHCHCH2  OS  i Me  3 
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7H-Dibenzo[de^]quinolin-7-one,  9-(acetyloxy)-l,2,10-trimethoxy- 
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Nonanamide,  N-[[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]  = 
methyl]  -8-methyl- 
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379  C22H22FN3O2  548-73-2 

2//-Benzimidazol-2-one,  l-[l-[4-(4-fluorophenyl)-4-oxo= 
butyl]  -1 ,2,3,6-tetrahydro-4-pyridinyl]-l  ,3-dihydro- 


379  C23H45N3O  21008-79-7 

Pyrido[l,2-e]  [l,5]diazacycloheptadecin-5(6H)-one,  4— (4— 
aminobutyl)octadecahydro-,  (R)- 
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H2N(CH2)4 
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H2N(CH2  )3 


379  C23H45N3O  21008-80-0 

l//-Pyrido[l,2-;] [l,5,10]triazacyclodocosin-10(ll/f)-one,  doco^ 
sahydro-,  ( R)- 


379  C24H41N.CIH  53286-43-4 

Androst-2-en-17-amine,  4,4-dimethyl-iV-propyl-,  hydrochloride, 
(5a)- 


Me 
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379  C25H33NO2  16373-61-8 

6-Azaandrost-4-en-7-one,  6-benzyl-17/3-hydroxy- 
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Plumbane,  tetrapropyl- 
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Cobalt,  hexacarbonyl[/i-(3,3,3-trifluoropropyne)]di-,  (Co-Co) 
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L-Ornithine,  N^N^-bisUrifluoroacetyl)-,  1-methylpropyl  ester 
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Acetic  acid,  trifluoro-,  1,2,3-propanetriyl  ester 
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380  C14H15F3N2O7  1598-49-8 

Uridine,  2',3'-0-isopropylidene-,  5'-(trifluoroacetate) 


380  CisHseOsSis  20561-79-9 

Xylopyranose,  3-0-methyl-l,2,4-tris-0-(trimethylsilyl)- 


380  Ci5H3605Si3  18082-35-4 

Xylopyranoside,  methyl  2,3,4-tris-0-(trimethylsilyl)-,  a-D- 
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a-D-Ribofuranoside,  methyl  2,3,5-tris-0-(trimethylsilyl)- 
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380  CioHseOsSia  56271-61-5 

Lyxopyranoside,  methyl  2,3,4-tris-0-(trimethylsilyl)- 


TMSO 
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a-DL-Arabinofuranoside,  methyl  2,3,5-tris-0-(trimethylsilyl)- 


TMS0CHz 
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d-DL-Arabinofuranoside,  methyl  2,3,5-tris-0-(trimethylsilyl)- 
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a-DL-Lyxofuranoside,  methyl  2,3,5-tris-0-(trimethylsilyl)- 


OTMS 


380  CieHioCIFsTi  50648-18-5 

Titanium,  chlorobis(7p-2,4-cyclopentadien-l-yl)(pentafluoro= 
phenyl)- 


cr 
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380  Ci7H9F5FeO  31903-78-3 

Ferrocene,  (pentafluorobenzoyl)- 


380  Ci8H36N2OSi3  56145-12-1 

1-Propanone,  3-amino-l-(2-aminophenyl)-,  tris(trimethylsilyl) 
deriv. 


a. 


coch2ch2nh2 
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Octadecane,  1-iodo- 
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380  C20H20N4O4  19226-32-5 

Benzoic  acid,  4-methoxy-,  anhydride  with  iV-(4,5-dimethyl- 
l//-l,2,3-triazol-l-yl)-4-methoxybenzenecarboximidic  acid 


OMe 
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Pregn-4-ene-3,20-dione,  19-chloro-17,21-dihydroxy- 
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380  C21H32O6  30760-22-6 

Picras-2-en-l-one,  ll,12,16-trihydroxy-2-methoxy-,  (11a,  12/3)- 
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Pregn-5-en-20-one,  3,8,11,12,14-pentahydroxy-,  (3(5, Hot, 12(3,= 
14/3,17  a)- 
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Pregn-5-en-20-one,  3,8,11,12,14-pentahydroxy-,  (3/3, 11a,  12/3,14/3)- 
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2,5-Cyclohexadiene-l,4-dione,  2,5-dimethoxy-3,6-bis(4-meth= 
oxyphenyl)- 
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Benzene,  l,r,l"-[l-(bromomethyl)-2-methoxy-l-ethanyl-2-yl=: 
idenejtris- 

Br  CH2  CHPh  CPhj  OMe 
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380  C22H24N2O4  125-15-5 

16,19-Secostrychnidine-10,16-dione,  4-hydroxy-19-methyl- 
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1,2,4,5-Benzenetetracarboxylic  l,2:4,5-diimide,  N,N' -dicyclohexyl- 
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Voachalotine,  6-oxo- 
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Voachalotine  oxindole,  17-deoxy-6, 17-epoxy-,  (6/3)— 
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Voachalotine  pseudoindoxyl,  17-deoxy-6, 17-epoxy-,  (6/3)— 
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380  C22H24N2O4  56053-20-4 

Curan-17-oic  acid,  14-(acetyloxy)-2, 16.19, 20-tetradehydro-.  methyl 
ester,  (19E)- 


380  C22H24N2O4  56086-67-0 

2.20-Cycloaspidospermidine-3-carboxylic  acid,  l-formyl-8-oxo-, 
methyl  ester,  (2a,3d,5a,12d,19a,20/?)- 


CH  * 0 C(  0)  OMe 
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2,20-Cycloaspidospermidine-3-d-3-carboxylic  acid.  1-formyl- 
10-oxo-,  methyl  ester,  (2a,3d,5a,12d,19a,20/?)- 


CH  = 0 C(  0)  OMe 


10  20  30  *0  SO  SO  70  80  90  100  110  120  130  140  150 


CtOIOMe 

100  -- 
80- 
60- 

40- 

20- 

ol< 

1 ...  Il 

1 |‘-l-lll  -|  [■  ■ ■ I..|iilli..  y i.ln.  ......i-i.,  In  | 

100  j- 

160  170  180  190  200  210  220  230  240  2S0  260  270  280  290  300 


310  320  330  340  3S0  360  370  380  390  400  410  420  430  440  450 


380  C22H24N2O4  56145-38-1 

2,20-Cycloaspidospermidine-3-carboxylic  acid,  l-formyl-10-oxo-, 
methyl  ester,  (2a,3a,5a,12d,19a,20fi)- 
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380  C23H28N2O3  6519-30-8 

Ajmalan-17-ol,  19,20-didehydro-10-methoxy-,  acetate  (ester), 
(17R,19E)- 


Me 


380  C23H28N2O3  55724-55-5 

Aspidofractinin-17-ol,  1-acetyl-,  acetate  (ester) 


380  C23H28N2O3  55724-59-9 

Aspidofractinin-6-ol,  1-acetyl-,  acetate  (ester),  (6/3)- 
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4-Hexadecynoic  acid,  2-butoxy-,  butyl  ester 

0(CH2  )3Me 
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Me  ( CH2  ) 1 0 Ci  CCH2  CHC(  0)  0(  CH2  ) 3 Me 
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15-Tetracosenoic  acid,  methyl  ester,  (Z)- 

Me  ( CH2  ) 7 CH  =CH  ( CH2  ) 1 3 C(  0)  OMe 
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15-Tetracosenoic  acid,  methyl  ester 

Me  ( CH2  ) 7 CH  = CH  ( CH2  ) 1 3 C(  0)  OMe 
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380  C26H24N2O  25649-77-8 

4H-1,2-Diazepine,  5-(p-methoxyphenyl)-3,7-di-p-tolyl- 
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Octadecane,  9-ethyl-9-heptyl- 
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Hexadecane,  8-hexyl-8-pentyl- 
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380  C27H56  55282-30-9 

Tetracosane,  5-ethyl-5-methyl- 

Me(  CH2  ) 1 8 CEtMe  ( CH2  ) 3 Me 
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Docosane,  1 0-ethyl- 10-propyl- 
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381  C16H23N5O4S  20859-00-1 

Adenosine,  N-(3-methyl-2-butenyl)-2-(methylthio)- 
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